LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1I\BNA M\DATA\BMO71218\

Data File : BM015919.D

Aca On > 12 Jul 2018 17:40 Instrument :

Operator : SJ/JU BNA_M

Sample - J3931-04 ClientSampleld :

Vi : 070918-DBRI-E-U-B
isc :

ALS Vial : 3 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 5.793 420 426 442 rBV 507206 832977 13.97% 3.045%
2 7.440 700 706 722 rBV 339686 622730 10.44% 2.276%
3 7.810 763 769 782 rBVY 1056053 1723596 28.91% 6.300%
4 8.287 843 850 858 rBV 295186 502052 8.42% 1.835%
5 8.610 898 905 919 rVB 1388898 2235989 37.50% 8.173%
6 9.475 1045 1052 1065 rBvV 1148345 1933058 32.42% 7.066%
7 11.116 1324 1331 1340 rBV 338238 588889 9.88% 2.153%
8 13.533 1735 1742 1756 rBV 2695810 3795342 63.66% 13.873%
9 13.769 1776 1782 1788 rBV 143627 222425 3.73% 0.813%
10 14.357 1877 1882 1891 rBvV 204011 291961 4 _.90% 1.067%

11 14.910 1966 1976 1983 rBV2 493814 754444 12 _.65% 2.758%
12 16.163 2185 2189 2197 rVB 128240 154313 2.59% 0.564%
13 16.386 2221 2227 2239 rBV 1443013 2004128 33.61% 7.326%
14 17.633 2432 2439 2447 rBvV2 571781 829573 13.91% 3.032%
15 18.468 2576 2581 2593 rBV 111520 165514 2.78% 0.605%

16 19.580 2766 2770 2773 rBV 48715 64321 1.08% 0.235%
17 19.721 2790 2794 2800 rBV 84305 111713 1.87% 0.408%
18 19.939 2827 2831 2834 rBV 61189 65969 1.11% 0.241%
19 19.980 2834 2838 2842 rVV 60221 65728 1.10% 0.240%

20 20.198 2869 2875 2881 rBV 5147483 5962197 100.00% 21.794%

21 20.462 2915 2920 2925 rBV 106601 134258 2.25% 0.491%
22 20.945 2998 3002 3006 rBV 174298 201985 3.39% 0.738%
23 21.403 3076 3080 3091 rBV 234230 312516 5.24% 1.142%
24 21.745 3133 3138 3144 rVB 724350 923591 15.49% 3.376%
25 21.839 3150 3154 3158 rBV 297569 330562 5.54% 1.208%

26 22.292 3227 3231 3235 rBV 281921 341878 5.73% 1.250%
27 22.780 3310 3314 3323 rVB 264817 367621 6.17% 1.344%
28 23.315 3400 3405 3410 rVB 233457 335670 5.63% 1.227%
29 23.915 3503 3507 3513 rVB 187291 302273 5.07% 1.105%
30 24.139 3538 3545 3554 rBV 451930 923687 15.49% 3.376%

31 24.609 3620 3625 3632 rVB2 129905 256314 4_30% 0.937%

Sum of corrected areas: 27357274
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LSC Report - Integrated Chromatogram

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

Data File : BM015919.D

Aca On : 12 Jul 2018 17:40

Operator : SJ/JU

ﬁ?ggle i J3931-04 070918-DBRI-E-U-B
ALS Vial : 3 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

Abundance TIC: BM015919.D
5000000

4000000
3000000

2000000

8.61
7.81 9.47

1000000
5.79 7.44 8.29 11.12

. L i i

T T T
Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BM015919.D
5000000 20.20

4000000

3000000 1353

2000000
16.39

1000000

14.91 17.63
1377 14.36 16.16 A 18.47 19Ep72®E)| 20.46

Yy =N - e e e e e

Time-->12.00 12,50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50
Abundance TIC: BM015919.D
5000000

4000000
3000000
2000000

1000000 21.74
24.14

20.94 L .

S ——

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

e P
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Library Search Compound Report

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

Data File : BM015919.D

Aca On : 12 Jul 2018 17:40

Operator : SJ/JU

ﬁ?ggle i J3931-04 070918-DBRI-E-U-B
ALS Vial : 3 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 unknown7.81 Concentration Rank 2

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

7.81 68.66 ng 1723600 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 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 27
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 27
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 22

Abundance Scan 769 (7.810 min): BM015919.D (-763) (-) m/z 132.00 100.00%
13%.0
5000 68.1 /L
40.1 96.1 LN LU UL L I

0 740 760 780 800 820
115, 206.9 m/z 68.10 44.65%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-

132.0

5000 R L BEa e ma i
740 7.60 7.80 800 820

a0 | X0 m/z 66.10  36.89%

I 8901950
Iy Ll
,, - ML e
m/z--> 20 100 120 140 160 180 200
Abundance
132.0

740 7.60 7.80 8.00 8.20

5000 m/z 134.00 32.57%
51.0 700 86.0
i B I B e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13666: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl- T
56.0 132.0 7.40 7.60 7.80 8.00 8.20

m/z 69.10 21.27%

5000
210 Ll H“ 760 99.0 I

m/z--> 20 40 60 80 100 120 140 160 180 200 740 7.60 780 800 820
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71218\
Data File : BM015919.D

Aca On 12 Jul 2018 17:40

Operator : SJ/JU

Sample : J3931-04

Misc :

ALS Vial : 3 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 3 unknownl3.77 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.77 5.90 ng 222425 Acenaphthene-d10 14.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetaminophen 151 C8H9NO2 000103-90-2 49
2 Metacetamol 151 C8H9NO2 000621-42-1 47
3 Pvridine. 2-butvl-. 1l-oxide 151 C9H13NO 031396-32-4 42
4 Butanamide. N-acetvl-N-(4-hvdrox... 221 C12H15NO3 1000107-08-7 40
5 1-(1,2,3-Trimethyl-cyclopent-2-e... 152 C10H160 070987-81-4 38
Abundance Scan 1782 (13.769 min): BM015919.D (-1776) (-) m/z 43.10 100.00%
431
109.1
5000
151.1
69.0 85.0 LR PR DU B I
13.40 13.60 13.80 14.00
133.0 .
el il 3830 | 1690 2069 177109 10 62.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23673: Acetaminophen
109.0
5000 151.0 AR R LN UL B
13.40 13.60 13.80 14.00
43.0 80.0 m/z 151.10 35.14%
27.0 , 630 | I 135.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
109.0
13.40 13.60 13.80 14.00
5000 151.0 m/z 41.10 32.26%
43.0
80.0
27.0 63.0 135.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23843: Pyridine, 2-butyl-, 1-oxide
109.0 13.40 13.60 13.80 14.00
m/z 85.00 16.04%
5000 151.0
93.0
32.0 I ‘ 1340 |
m/z--> 20 40 60 80 100 120 140 160 180 200 13140 13.60 13.80 14.00

8270-BMO70518_.M Fri

Jul 13 12:08:35 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71218\
Data File : BM015919.D

Aca On 12 Jul 2018 17:40

Operator : SJ/JU

Sample : J3931-04

Misc :

ALS Vial : 3 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 4 Ethyl citrate Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.16 4.09 ng 154313 Acenaphthene-d10 14.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl citrate 276 C12H2007 000077-93-0 90
2 EthvImalonic acid dipropvl ester 216 C11H2004 001113-91-3 64
3 2-Chlorobenzoic acid. heptadecvl... 394 C24H39CI102 1000292-28-3 12
4 Phosphonic acid. I(methvilsulfony... 230 C6H1505PS 040137-11-9 10
5 1-Naphthalenamine, N-methyl- 157 C11H11N 002216-68-4 9
Abundance Scan 2189 (16.163 min): BM015919.D (-2185) (-) m/z 157.00 100.00%
157.0
5000 115.0
43.0 PN N AU B
87.0 203.0 15.80 16.00 16.20 16.40
S S S S ST N S m/z 115.00 36.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #103736: Ethyl citrate
157.0
29.0 U DAL BRI BB R
5000 115.0 15,80 16.00 16.20 16.40
203.0 m/z 43.00 19.36%
‘ 600 87.0 ‘ 231.0 277.0
m/z--> 25 45 éo 80 100 120 150 160 180 200 220 240 260 280
Abundance
157.0
15.80 16.00 16.20 16.40
5000 43.0 115.0 m/z 111.00 9.38%
87.0
188.0
wmwwmwwwmmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #155113: 2-Chlorobenzoic acid, heptadecy! ester R e B
157.0 15.80 16.00 16.20 16.40
m/z 203.00 8.59%
5000

55.0 830 111.0
290 || | e b 23510 | 178.0 2100 238.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15. 80 16.00 16.20 16.40

8270-BMO70518_.M Fri Jul 13 12:08:36 2018
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Library Search Compound Report

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

Data File : BM015919.D

Aca On : 12 Jul 2018 17:40

Operator : SJ/JU

ﬁ?ggle i J3931-04 070918-DBRI-E-U-B
ALS Vial : 3 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 5 n-Hexadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.47 3.99 ng 165514 Phenanthrene-d10 17.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 70
3 Tetradecanoic acid 228 C14H2802 000544-63-8 62
4 1-Phenazinecarboxvlic acid. 6-T1... 506 C31H42N204 120464-92-8 50
5 n-Decanoic acid 172 C10H2002 000334-48-5 38
Abundance Scan 2581 (18.468 min): BM015919.D (-2576) (-) m/z 43.05 100.00%
430 730
5000
129.1
O] s sy B s 36050 18140 18180 T80

28L0 Tm/z 41.10 91.81%
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 256.0

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

18.20 18.40 18.60 18.80
m/z 73.05 88.47%

213.0
157.0 185.0

430 30

18.20 18.40 18.60 18.80
5000 m/z 55.10 77 .36%

129.0

214.0
97.0 171.0

Tﬁwmﬁ‘mﬁmﬁrﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid
73.0 18.20 18.40 18.60 18.80
m/z 60.00 68.47%

43.0

5000 129.0

185.0 228.0

5
‘\ ‘ y ‘ M ‘H\ H\ \1570\ !

" A
|||||| [T ||||||||||||||||||||||||||||||||||||||| LI e B e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.20 18.40 18.60 18.80
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8270-BMO70518_.M Fri

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71218\
Data File : BM015919.D

Aca On 12 Jul 2018 17:40

Operator : SJ/JU

Sample : J3931-04

Misc :

ALS Vial : 3 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 6 Octadecanoic acid Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
19.72 2.42 ng 111713 Chrysene-di12 21.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 74
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 58
4 Dodecanoic acid 200 C12H2402 000143-07-7 53
5 Pentadecanoic acid 242 C15H3002 001002-84-2 50

Abundance Scan 2794 (19.721 min): BM015919.D (-2790) (-) m/z 43.10 100.00%
730
5000 129.1
1851 241.2 eyl M TAE
0. | 28?'2 355.0 19.40 19.60 19.80 20.00
..":'..ﬂ..ﬂ., B m/z 41.05 83.78%
m/z--> 150 200 250 300 350
Abundance #108843: Octadecanoic acid
43.0
5000 129.0 AR A A R
19. 40 19 60 19. 80 20.00
1850 o419 2840 m/z 60.00 81.18%
1|5-|0\‘| H‘“lu\\ ‘m\ m f1570\ ‘ |?1.3..0‘. .“ - .“. T
m/z--> 200 250 300 350
Abundance
73.0
43.0 19,40 19.60 19.80 20.00
m/ 73.05 76 .66Y%
5000 129.0 z 0
185.0 228.0
m/z--> o '55' - 160" ' ﬁéo" ' ééoll ' ééo" "300" ' ééo"
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester T
43.0 19.40 19.60 19.80 20.00
m/z 55.05 76.30%
73.0
129.0
185.0
L “HL 2 \ F R AN - PN 17X i) N et ]
m/z--> 50 150 200 250 300 350 19. 40 19 60 19. 80 20.00

Jul 13 12:08:37 2018
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8270-BMO70518_.M Fri

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71218\
Data File : BM015919.D

Aca On 12 Jul 2018 17:40

Operator : SJ/JU

Sample : J3931-04

Misc :

ALS Vial : 3 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 Eicosane Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
20.46 2.91 ng 134258 Chrysene-di12 21.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 98
2 Nonadecane 268 C19H40 000629-92-5 98
3 Docosane 310 C22H46 000629-97-0 93
4 Octacosane 394 C28H58 000630-02-4 87
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 83

Abundance Scan 2920 (20.462 min): BM015919.D (-2915) (-) m/z 57.05 100.00%
57.0
mmmmmmmm
155.2  208.1239.2273.9 310.0 356.0 77 43 .05 95 770
m/z--> 50 100 150 200 250 300 350 400
Abundance #107652: Eicosane
57.0
5000 RSBV UNARE
mmmmmmmm
m/z 71.05 62.18%
99.0
I e Y ST N
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
20.20 20.40 20.60 20.80
5000 m/z 85.10 48.13%
99.0
141.0 183.0 268.0
m/z--> 55 160 1éo 260 250 300 3éo 460
Abundance #123095: Docosane
57.0 20.20 20.40 20.60 20.80
m/z 41.10 43.47%
B /\’J\/‘J\»M/V\/\
99.0
(L], 1410 1830 2250 267.0 310.0
m/z--> 5'0 1(')0 1&'30 2(')0 25'30 3(')0 3&'30 4(')0 20. 20 20 40 20. 60 20. 80

Jul 13 12:08:38 2018
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8270-BMO70518_.M Fri

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71218\
Data File : BM015919.D

Aca On 12 Jul 2018 17:40

Operator : SJ/JU

Sample : J3931-04

Misc :

ALS Vial : 3 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 8 Nonadecane Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
20.94 4.37 ng 201985 Chrysene-di12 21.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 90
2 Eicosane 282 C20H42 000112-95-8 90
3 Docosane. 7-butvl- 366 C26H54 055282-15-0 87
4 Eicosane. 9-octvl- 394 C28H58 013475-77-9 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87

Abundance Scan 3001 (20.939 min): BM015919.D (-2998) (-) m/z 57.10 100.00%
57.1
5000
| 0 1410 2080 2680 342.0 20.60 20.80 21.00 21.20
A e 20 Tm/z 43.05  89.65%
m/z--> 50 100 150 200 250 300 350 400
Abundance #99476: Nonadecane
57.0
5000 LUV AR AR
20.60 20.80 21.00 21.20
99.0 m/z 71.10 61.23%
\‘ \‘ ‘ \‘H\ I h‘. l ;41'0 183.0 268.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
20.60 20.80 21.00 21.20
5000 m/z 41.05 40.94%
90 1410 1830 250 2820
mz-> 50 100 150 200 250 300 350 400
Abundance #147093: Docosane, 7-butyl- e T
43.0 20.60 20.80 21.00 21.20
m/z 85.10 39.03%
5000 85.0
154.0
|| 1170 | 197.0 2380 3090
m/z--> 50 100 150 200 250 300 350 400 20.60 20.80 21.00 21.20

Jul 13 12:08:38 2018

070918-DBRI-E-U-B
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8270-BMO70518_.M Fri

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71218\
Data File : BM015919.D

Aca On 12 Jul 2018 17:40

Operator : SJ/JU

Sample : J3931-04

Misc :

ALS Vial : 3 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 :
TIC Integration Parameters:

C:\DATABASENNISTO2.L
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 Heneicosane, 11-decyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.40 6.77 ng 312516 Chrysene-di12 21.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 Heneicosane. 11-decvl- 437 C31H64 055320-06-4 91
3 Heneicosane. 11-pentvl- 366 C26H54 014739-72-1 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 87
Abundance Scan 3079 (21.398 min): BM015919.D (-3076) (-) m/z 57.10 100.00%
57.1
5000
99.1
141.1 207.0 21.00 21.20 21.40 21.60 21.80
ik ‘lﬂ, it A A0 369 0 Tm/z 43.05 91.66%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #99477: Nonadecane
57.0
21.00 21.20 21.40 21.60 21.80
99.0 m/z 71.05 60.85%
mz-> 0 éo ' 100 1%0 260 250 360 350 400
Abundance
57.0
21.00 21.20 21.40 21.60 21.80
5000 m/z 85.10 45 _46%
295.0
99.0
15.0 141.0 183.0 225.0 337.0 435.0
mz-> 0 50 100 150 200 250 300 350 400
Abundance #147102: Heneicosane, 11-pentyl- Tt e T
43.0 21.00 21.20 21.40 21.60 21.80
m/z 41.10 42 .89%
5000 5.0
224.0 2950
S D0 SR CCR L N -1 N, | NSNS L SR i1
m/z--> 50 100 150 200 250 300 350 400 21.00 21.20 21.40 21.60 21.80

Jul 13 12:08:39 2018
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Library Search Compound Report

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

Data File : BM015919.D

Aca On : 12 Jul 2018 17:40

Operator : SJ/JU

ﬁ?ggle i J3931-04 070918-DBRI-E-U-B
ALS Vial : 3 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 10 Heptadecane, 2,6,10,15-tetr... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.84 7.16 ng 330562 Chrysene-di12 21.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 93
2 Octacosane 394 C28H58 000630-02-4 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 Heneicosane. 1ll-pentvl- 366 C26H54 014739-72-1 90
5 Heneicosane, l1ll-decyl- 437 C31H64 055320-06-4 90
Abundance Scan 3154 (21.839 min): BM015919.D (-3150) (-) m/z 57.05 100.00%
57.0
5000
g?mumunm 2810 3551 4161  489.0 21002180 2200 220
O e L B e e e e R m/z 43.10 87 .50%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #115581: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000
21.60 21.80 22.00 22.20
00 m/z 71.05 65.49%
\ h [ 14101830 2390 296.0

m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57.0
21.60 21.80 22.00 22.20
5000 m/z 85.05 44 .53%
99.0
141.0 183.0 225.0 281.0 337.0 394.0
L L e o e e e e e e LA I |
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #151556: Heptacosane
57.0 21.60 21.80 22.00 22.20
m/z 41.05 41 .00%
5000

9.0
| | F | 141.0 183.0 225.0 267.0 323.0 380.0

I T I T
m/z--> 50 100 150 200 250 300 350 400 450 21.60 21.80 22.00 22.20

8270-BMO70518_.M Fri Jul 13 12:08:40 2018 Page: 11



8270-BMO70518_.M Fri

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71218\
Data File : BM015919.D

Aca On 12 Jul 2018 17:40

Operator : SJ/JU

Sample : J3931-04

Misc :

ALS Vial : 3 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 11 Docosane, 9-butyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
22.29 7.40 ng 341878 Chrysene-di12 21.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 98
2 Docosane. 9-butvl- 366 C26H54 055282-14-9 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Heneicosane, l1ll-decyl- 437 C31H64 055320-06-4 91

Abundance Scan 3231 (22.292 min): BM015919.D (-3227) (-) m/z 57.05 100.00%
57.0
5000
o 141.1 207.0 282.0 357.1 429.0 475.1 22.00 22.20 22.40 22.60
e m/z 43.05 85.58%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #107652: Eicosane
57.0
5000 AR A AR
22.00 22.20 22.40 22.60
F m/z 71.10 61.09%
e Y. S
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance
57.0
22.00 22.20 22.40 22.60
5000 m/z 85.10 44 . 35%
0
141.0 182.0 253.0 309.0 455
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #115570: Heneicosane
22.00 22.20 22.40 22.60
m/z 41.10 37 .36%
5000
15. 296.0
miz--> 0 50 100 150 200 250 300 350 400 450 2250 2220 22%0 2260

Jul 13 12:08:40 2018

070918-DBRI-E-U-B

Page: 12



8270-BMO70518_.M Fri

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71218\
Data File : BM015919.D

Aca On 12 Jul 2018 17:40

Operator : SJ/JU

Sample : J3931-04

Misc :

ALS Vial : 3 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 12 Heneicosane Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
22.78 7.96 ng 367621 Chrysene-di12 21.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Octadecane. 2-methvl- 268 C19H40 001560-88-9 93
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 91
4 Octacosane 394 C28H58 000630-02-4 90
5 Tetratriacontane 479 C34H70 014167-59-0 90

Abundance Scan 3314 (22.780 min): BM015919.D (-3310) (-) m/z 57.10 100.00%
57.1
5000
Tﬁﬂlmmﬁmm1wm 43004751 5492 | —223022:60 22.80 23.00
S I B 0 018 D528 T S S E R A m/z 43.10 87.07%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115569: Heneicosane
57.0
5000 BABUVE U DAREE N
22.40 22.60 22.80 23.00
%90 m/z 71.10 61.93%
14.0 L u‘ | \ | 918? 02250  296.0
m/z--> 6 55 100 150 200 250 300 3%0 460 4%0 560 séo
Abundance
43.0
22.40 22.60 22.80 23.00
5000 m/z 85.10 46.90%
85.0
miz--> 6""sb"'i6c'>"iéc3'"zoc')'"zsd"éod"ééd"Aod"&éé"édé"ééa
Abundance #115581: Heptadecane, 2,6,10,15-tetramethyl-
57.0 22.40 22.60 22.80 23.00
m/z 41.05 34 .30%
5000
9.0
|, 141.0183.0 239.0 296 0
m/z--> c') 5'0 1(')0 1&'30 200 250 300 350 400 4&1;0 5(')0 5&'30 22. 40 22. 60 22. 80 23. 00 '

Jul 13 12:08:41 2018

070918-DBRI-E-U-B
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8270-BMO70518_.M Fri

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71218\
Data File : BM015919.D

Aca On 12 Jul 2018 17:40

Operator : SJ/JU

Sample : J3931-04

Misc :

ALS Vial : 3 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 13 Eicosane, 10-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.32 7.27 ng 335670 Perylene-d12 24 .13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
3 Heptacosane 380 C27H56 000593-49-7 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 3406 (23.321 min): BM015919.D (-3400) (-) m/z 57.10 100.00%
57.1
5000
Tll 1411 2080 2810 3431 415.0 489.1 23.00 23.20 23.40 23.60
..:,....,....,....,....,....,....,....,....,....I m/z 43.10 81.03%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #107651: Eicosane
57.0
5000 AR BB AR AR AR
23.00 23.20 23.40 23.60
m/z 71.10 62.28%
| \L h H ] %O\ :!'410 183.0 225.0 282.0
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance
57.0
23.00 23.20 23.40 23.60
5000 m/z 85.10 45_.63%
99.0
154.0 197.0 239.0 281.0
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #151556: Heptacosane
57.0 23.00 23.20 23.40 23.60
m/z 41.10 30.16%
5000
9.0
I { | F | 141.0 183.0 225.0 267.0 323.0 380.0
m/z--> 50 100 1&'30 200 250 300 350 400 450 ' 2300 23.20 23140 23.60

Jul 13 12:08:42 2018
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8270-BMO70518_.M Fri

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71218\
Data File : BM015919.D

Aca On 12 Jul 2018 17:40

Operator : SJ/JU

Sample : J3931-04

Misc :

ALS Vial : 3 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 14 Eicosane, 7-hexyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
23,02 6.5ang 302273  Perylene-di2 2413
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Eicosane 282 C20H42 000112-95-8 96

2 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
3 Docosane. 1l1-butvl- 366 C26H54 013475-76-8 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
Abundance Scan 3508 (23.921 min): BM015919.D (-3503) (-) m/z 57.10 100.00%
57.1
5000 &
141.1 281.0 23.60 23.80 24.00 24.20
. ¥ .l.“ L . 176,92080 2489700 327.9 3601 41611 o743 10 82.91%
m/z--> 50 100 150 200 250 300 350 400
Abundance #107651: Eicosane
57.0
5000 U AU
2360 23.80 24.00 24.20
m/z 71.05 65.56%
2@«Mw%\1MOBWZ%0 %m
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—r
23.60 23.80 24.00 24.20
5000 m/z 85.10 46.30%
99.0
141.0 182.0 27509 2810 3359
mz-> 50 100 150 200 250 300 350 400
Abundance #147098: Docosane, 11-butyl-
57.0 23.60 23.80 24.00 24.20
m/z 41.10 28.48%
5000
‘ Fgo
Ly |y 1410 17002100 2530 3090 3660
m/z--> 50 100 150 200 250 300 350 400 23160 23.80 24.00 24.20

Jul 13 12:08:42 2018

070918-DBRI-E-U-B

Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71218\
Data File : BM015919.D

Aca On 12 Jul 2018 17:40

Operator : SJ/JU

Sample : J3931-04

Misc :

ALS Vial : 3 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 15 Heptacosane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
24 .61 5.55 ng 256314 Perylene-di12 24 .13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Eicosane 282 C20H42 000112-95-8 92
3 Heptacosane 380 C27H56 000593-49-7 91
4 Tetracosane 338 C24H50 000646-31-1 90
5 Tetracosane, l1ll-decyl- 479 C34H70 055429-84-0 90
Abundance Scan 3625 (24.609 min): BM015919.D (-3620) (-) m/z 57.10 100.00%
57.1
99.1 24.20 24.40 24.60 24.80 25.00
1411 207.0 .
LBy Mrseeor0 2670 assa 4160 0 SRt e 0 77
m/z--> 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane
57.0
5000 A AL R SR BN
24.20 24.40 24.60 24.80 25.00
99.0 m/z 71.10 55.84%
260 | | || 1410 1830 2250 2060
m/z--> éo 100 1%0 ' 200 250 300 350 400
Abundance
57.0
24.20 24.40 24.60 24.80 25.00
5000 m/z 85.10 42 _.29%
90 1410 262.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #151555: Heptacosane
57.0 24.20 24.40 24.60 24.80 25.00
m/z 41.10 28.74%
5000
99.0
26/0) | Jl | | ; 1410 1830 2250 267.0 309.0 380.0
m/z--> 50 100 150 200 250 300 350 400 24120 24.40 24.60 24.80 25.00

8270-BMO70518_.M Fri
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BMO71218\

Data File : BM015919.D

Acq On 12 Jul 2018 17:40

Operator : SJ/JU

3?22'6 i J3931-04 070918-DBRI-E-U-B
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM070518_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]
unknown7 .81 7.81 68.7 ng 1723600 1 8.29 502052 20.0
unknown13.77 13.77 5.9 ng 222425 3 14.91 754444 20.0
Ethyl citrate 16.16 4.1 ng 154313 3 14.91 754444 20.0
n-Hexadecanoic acid 18.47 4.0 ng 165514 4 17.63 829573 20.0
Octadecanoic acid 19.72 2.4 ng 111713 5 21.74 923591 20.0
Eicosane 20.46 2.9 ng 134258 5 21.74 923591 20.0
Nonadecane 20.94 4.4 ng 201985 5 21.74 923591 20.0
Heneicosane, 11-d... 21.40 6.8 ng 312516 5 21.74 923591 20.0
Heptadecane, 2,6,... 21.84 7.2 ng 330562 5 21.74 923591 20.0
Docosane, 9-butyl- 22.29 7.4 ng 341878 5 21.74 923591 20.0
Heneicosane 22.78 8.0 ng 367621 5 21.74 923591 20.0
Eicosane, 10-methyl- 23.32 7.3 ng 335670 6 24.13 923687 20.0
Eicosane, 7-hexyl- 23.92 6.5 ng 302273 6 24.13 923687 20.0
Heptacosane 24 .61 5.5 ng 256314 6 24.13 923687 20.0
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