LSC Area Percent Report

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

Data File : BM015928.D

Aca On 12 Jul 2018 23:10 Instrument :

Operator : SJ/JU (B.‘,ll\:gﬁ’;ﬂSam ol

agmple : J3951-02 Ofwl&ﬂPgEJLM
isc :

ALS Vial : 12 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 5.793 421 426 439 rBV 590390 935905 14.62% 3.263%
2 7.440 700 706 721 rBV 388388 679472 10.61% 2.369%
3 7.810 762 769 783 rBVY 1177238 1921475 30.01% 6.699%
4 8.287 844 850 856 rBV 343621 563670 8.80% 1.965%
5 8.610 898 905 915 rBVY 1609832 2581251 40.32% 8.999%
6 9.475 1044 1052 1064 rBVY 1301974 2200794 34.38% 7.672%
7 11.110 1324 1330 1341 rBV 407733 718438 11.22% 2.505%
8 13.533 1735 1742 1751 rBV 3123521 4374366 68.33% 15.250%
9 14.357 1876 1882 1891 rBV 94073 132395 2.07% 0.462%
10 14.904 1964 1975 1983 rBV3 564424 922727 14.41% 3.217%

11 16.163 2184 2189 2194 rBV 181408 216190 3.38% 0.754%
12 16.386 2221 2227 2242 rBV 1574857 2261966 35.33% 7.886%
13 17.633 2433 2439 2450 rBvV 705894 1015892 15.87% 3.542%
14 18.468 2574 2581 2593 rBV 134430 200621 3.13% 0.699%
15 19.651 2779 2782 2790 rVB4 45054 69582 1.09% 0.243%

16 19.721 2790 2794 2800 rBV 99636 127602 1.99% 0.445%
17 20.198 2869 2875 2880 rBV 5490220 6402243 100.00% 22.319%
18 20.945 2998 3002 3006 rBV2 94048 111696 1.74% 0.389%
19 21.403 3076 3080 3091 rBv2 123351 208480 3.26% 0.727%
20 21.745 3133 3138 3145 rVB 822106 1071812 16.74% 3.737%

21 21.839 3150 3154 3158 rVB 142255 166103 2.59% 0.579%
22 22.292 3227 3231 3234 rVB 132191 159430 2.49% 0.556%
23 22.774 3310 3313 3319 rVB 143016 187981 2.94% 0.655%
24 23.315 3401 3405 3411 rVB 131292 193783 3.03% 0.676%
25 23.915 3504 3507 3512 rVB 114018 179629 2.81% 0.626%

26 24.133 3538 3544 3556 rBV2 529650 1081060 16.89% 3.769%

Sum of corrected areas: 28684563
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71218\
Data File : BM015928.D

Aca On 12 Jul 2018 23:10

Operator : SJ/JU

Sample : J3951-02

Misc :

ALS Vial : 12 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: BM015928.D

5000000

4000000

3000000

2000000
8.61

781 9.47
1000000

5.79
7.44 8.29 11.11

L

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: BM015928.D

20.20
5000000

4000000

13.53
3000000

2000000
16.39

1000000
14.90 17.63

14.36 16.16 18.47 18%%2

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: BM015928.D

5000000
4000000
3000000

2000000

1000000 2174 24.13

ﬂ 2277 2332 2391
20.94 21.40 1.84 2&29 .71 . ‘A_L_A

U

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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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71218\
Data File : BM015928.D

Aca On 12 Jul 2018 23:10

Operator : SJ/JU

Sample : J3951-02

Misc :

ALS Vial : 12 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 68.18 ng 1921480 1,4-Dichlorobenzene-d4 8.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 23
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 22
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 22

Abundance Scan 769 (7.810 min): BM015928.D (-762) (-) m/z 132.00 100.00%
13%.0
5000 68.1 A
w1 °1 750 750 750 550 550
115, 206.9 m/z 68.10 42.61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13666: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl-
56.0 132.0

5000 e T B
7.40 7.60 7.80 8.00 8.20

m/z 66.10 35.46%

27.0
R ST O N N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
132.0

740 7.60 7.80 8.00 8.20

5000 97.0 m/z 134.00 32.96%
310 5, 70.0
: 116.0
T T T e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro- A REEET e
132.0 740 7.60 7.80 8.00 8.20

m/z 69.10 20.98%
5000
69.0

39.0
M Tl
I tiay u| Il

m/z--> 20 100 120 140 160 180 200 740 7.60 7.80 8.00 8.20

8270-BMO70518_.M Fri Jul 13 12:11:21 2018 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71218\
Data File : BM015928.D

Aca On 12 Jul 2018 23:10

Operator : SJ/JU

Sample : J3951-02

Misc :

ALS Vial : 12 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 Ethyl citrate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.16 4.69 ng 216190 Acenaphthene-d10 14.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl citrate 276 C12H2007 000077-93-0 78
2 EthvImalonic acid dipropvl ester 216 C11H2004 001113-91-3 64
3 Hexanedioic acid. 3-ethvl-. bis(... 286 C16H3004 057983-54-7 39
4 1-Amino-2-methvilnaphthalene 157 C11H11N 002246-44-8 38
5 Pyrimidine, 2-methylthio-4-hydro... 157 C5H7N30S 001074-41-5 33
Abundance Scan 2189 (16.163 min): BM015928.D (-2184) (-) m/z 157.00 100.00%
157.0
5000 1150
43.0 AR SN SN B
87.0 203.0 15.I80 16.IOO 16.|20 16.|40 !
T S L — m/z 115.00 36.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #103736: Ethyl citrate
157.0
i\
29.0 U DAL BULBUR BB R
2000 115.0 15.I8O 16.IOO 16.|20 16.|4O '
203.0 m/z 43.00 17.66%
‘ 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 10.57%
87.0
188.0
wmmmmmwwmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #109838: Hexanedioic acid, 3-ethyl-, bis(1-methylpropyl) este e e A
157.0 15.80 16.00 16.20 16.40
m/z 203.00 9.70%
41.0
5000 1150
83.0
213.0
184.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.80 16.00 16,20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71218\
Data File : BM015928.D

Aca On 12 Jul 2018 23:10

Operator : SJ/JU

Sample : J3951-02

Misc :

ALS Vial : 12 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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.47 3.95 ng 200621 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 95
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Undecanoic acid 186 C11H2202 000112-37-8 64
5 Pentadecanoic acid 242 C15H3002 001002-84-2 64
Abundance Scan 2581 (18.468 min): BM015928.D (-2574) (-) m/z 43.10 100.00%
48.1 .0
2% Av,\,ﬂﬁﬁmwﬂ/\«J\\\ANvAJ\m“NNu
129.0
213.2 SR UAALSR SUNILE U SRR
157.1 185.1 256.2 18.20 18.40 18.60 18.80
e m/z 41.05 95.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43.0
73.0
5000 LRI B DU UL B
mmmmmmmm
1200 256.0 m/z 73.00 92.56%
L 0 1490 1710 19007130 2570
m/z--> 25 45 ' 80 100 120 150 160 180 200 220 240 260
Abundance
73.0
43.0 18.20 18.40 18.60 18.80
5000 129.0 m/z 60.00 88.79%
171.0
97.0 214.0
149.0
m/z--> 25 45 éo éo 160 150 150 160 180 200 220 250 2éo
Abundance #75070: Tetradecanoic acid e A RRRE
43.0 |, 73.0 18.20 18.40 18.60 18.80
m/z 55.05 79.30%
- T ‘_—J\AM
185.0
97.0 228.0
:.I?'l(.)...l....... um ‘\H ‘.‘.l..‘..l‘..l.S?(.).‘.. I .l..l....l. et
m/z--> 20 40 60 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\HPCHEMI1\BNA M\DATA\BMO71218\
Data File : BM015928.D

Aca On 12 Jul 2018 23:10

Operator : SJ/JU

Sample : J3951-02

Misc :

ALS Vial : 12 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 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.72 2.38 ng 127602 Chrysene-di12 21.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 72
3 Tetradecanoic acid 228 C14H2802 000544-63-8 58
4 Pentadecanoic acid 242 C15H3002 001002-84-2 49
5 12-Bromododecanoic acid 278 C12H23Bro2 073367-80-3 43

Abundance Scan 2794 (19.721 min): BM015928.D (-2790) (-) m/z 43.10 100.00%

431
73.0

5000

1851 2412 e
284.2 19.40 19.60 19.80 20.00

m/z 73.00 78 .78%

m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
43.0 73.0
5000 129.0 N —
19. 40 19 60 19. 80 20 00
H 1850 o419 2840 m/z 41.10 74.69%
1.
S R
m/z--> 50 100 150 200 250 300 350
Abundance
43.0
R REERE R R Ry
73.0 19.40 19.60 19.80 20.00
5000 284.0 m/z 57.10 66.79%
129.0

185.0. 241.0
101.0 | 157.07°7"°213.0 312.0 372.0

m/z--> 50 100 150 200 250 300 350
Abundance #75072: Tetradecanoic acid A e R Ra

73.0 19.40 19.60 19.80 20.00

43.0 m/z 55.05 65.05%
5000 129.0
185.0
228.0
sl B3 Lpma | 20| e

m/z--> 50 150 200 250 300 350 19. 40 19 60 19. 80 20 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71218\
Data File : BM015928.D

Aca On 12 Jul 2018 23:10

Operator : SJ/JU

Sample : J3951-02

Misc :

ALS Vial : 12 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 6 Eicosane Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
20.94 2.08 ng 111696 Chrysene-di12 21.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Nonadecane 268 C19H40 000629-92-5 83
3 Docosane. 11-butvl- 366 C26H54 013475-76-8 83
4 Tetracosane. l1ll-decvl- 479 C34H70 055429-84-0 83
5 Docosane, 9-butyl- 366 C26H54 055282-14-9 83

Abundance Scan 3001 (20.939 min): BM015928.D (-2998) (-) m/z 57.10 100.00%
57.1
5000 85.0
131 1ss 0 oo s 20160 20130 21100 2150
e R L L S m/z 43.05 97 .56%
m/z--> 100 150 200 250 300 350
Abundance #107652: Eicosane
57.0
5000 UMDV N U
85.0 20.60 20.80 21.00 21.20
29.0 m/z 71.10 59.02%
ol .‘w L Me0woweo a0
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
20,60 20.80 21.00 21.20
5000 85.0 m/z 85.05 42.86%
29.0
113.0141.0169.0197.0 268.0
m/z--> 55 160 1%0 260 2%0 360 3éo
Abundance #147098: Docosane, 11-butyl- LB L L L B L B B
57.0 20.60 20.80 21.00 21.20
m/z 41.05 41 .48%
5000 85.0
J | Jﬂ{30}4%04690 210.0239.0267.0 3090336 0 366.0
m/z--> 5'0 1(')0 150 2(')0 250 3(')0 3&'30 20.|60 20.|80 21.'00 21.'20 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71218\
Data File : BM015928.D

Aca On 12 Jul 2018 23:10

Operator : SJ/JU

Sample : J3951-02

Misc :

ALS Vial : 12 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 7 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

21.40 3.89 ng 208480 Chrysene-di12 21.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 95
2 Eilcosane 282 C20H42 000112-95-8 95
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Tritetracontane 605 C43H88 007098-21-7 91
5 Heptacosane 380 C27H56 000593-49-7 87

Abundance Scan 3079 (21.398 min): BM015928.D (-3076) (-) m/z 57.10 100.00%

57.1
5000

21.00 21.20 21.40 21.60 21.80

Jﬁ13016092080 283.0 356.1 429.1

ST W F ¥ N IR L e = m/z 43.10 83.52%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #115569: Heneicosane
57.0
5000 TT T T[T T I T [T T T T[T T TT[TT
21. OO 21. 20 21. 40 21. 60 21. 80
130 m/z 71.10 66.72%
I ‘ baylly \6\992250 2960

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

57.0

21.00 21.20 21.40 21.60 21.80
5000 m/z 85.05 46 .14%

113.0 16902250 282.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172957: Tetratetracontane B e
57.0 21.00 21.20 21.40 21.60 21.80
m/z 41.05 43.79%

5000

13. JO 169.0 225 0 281. o 337. 0 393.0 449.0 505.0 562.0 617.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 21. OO 21. 20 21. 40 21. 60 21. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71218\
Data File : BM015928.D

Aca On 12 Jul 2018 23:10

Operator : SJ/JU

Sample : J3951-02

Misc :

ALS Vial : 12 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 Docosane, 11-butyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.84 3.10 ng 166103 Chrysene-d12 21.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 99
2 Docosane. 11-butvl- 366 C26H54 013475-76-8 87
3 Heptacosane 380 C27H56 000593-49-7 87
4 Heptadecane 240 C17H36 000629-78-7 87
5 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 87
Abundance Scan 3154 (21.839 min): BM015928.D (-3150) (-) m/z 57.10 100.00%
57.1
5000
Fﬂmn 71160 2180 2200 2220
: 207.0 . : : : :
ol b 2%, 20702400 2810 3250 3600 4150 T a3 90 g1.97%
m/z--> 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane
57.0
5000 LI BRI BN R A
21.60 21.80 22.00 22.20
99.0 m/z 71.10 64 .99%
m/z--> 100 150 260 250 360 350 400
Abundance
57.0
21,60 21.80 22.00 22.20
5000 m/z 85.10 44 _56%
99.0
141.0 2100 530 3090 3660
mz-> 50 100 150 200 250 300 350 400
Abundance #151555: Heptacosane B B o A
57.0 21.60 21.80 22.00 22.20
m/z 41.10 38.55%
5000
15.0, || | 141.0 183.0 225.0 267.0 309.0 380.0
m/z--> % 100 ﬁo 200 250 300 350 400 21.60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71218\
Data File : BM015928.D

Aca On 12 Jul 2018 23:10

Operator : SJ/JU

Sample : J3951-02

Misc :

ALS Vial : 12 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 9 Heneicosane, 11-(1-ethylpro... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22.29 2.97 ng 159430 Chrysene-di12 21.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 93
2 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 90
3 Tetracosane. 1ll-decvl- 479 C34H70 055429-84-0 90
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 3231 (22.292 min): BM015928.D (-3227) (-) m/z 57.10 100.00%
7.1
5000
9.0 DS SO PN SN JU
141.1 190 9 267.0 22.00 22.20 22.40 22.60
el y .};.1' I iy 82 ML S0320 27T 43.10 0 89.88%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #115570: Heneicosane
57.0
5000 N R TR A DR
22. oo 22 20 22. 40 22 60
9.0 m/z 71.05 64 .79%
miz--> 0 50 100 150 260 250 360 3éo 460 4%0 560
Abundance
43.0
| 22.00 22.20 22.40 22.60
5000 m/z 85.10 46 .49%

85.0

127.0169.0 2250  295.0337.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #167081: Tetracosane, 11-decyl- R
57.0 22.00 22.20 22.40 22.60

m/z 41.10 32.70%

5000

9.0
; 141018302250 295.0337.0378.0420.0

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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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71218\
Data File : BM015928.D

Aca On 12 Jul 2018 23:10

Operator : SJ/JU

Sample : J3951-02

Misc :

ALS Vial : 12 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 Pentadecane, 8-hexyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.77 3.51 ng 187981 Chrysene-di12 21.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 93
3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 89
4 Octacosane 394 C28H58 000630-02-4 87
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 87
Abundance Scan 3312 (22.768 min): BM015928.D (-3310) (-) m/z 57.10 100.00%
57.1
2000 u“
J 2070 22.40 22.60 22.80 23.00
155 0 282.0 ) 430.0 . . . .
AL .J.-. 0t 2RO e 4300 w51 R 0 R e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #107651: Eicosane
57.0
5000 UALLUAUNABSUUREE &
22.40 22,60 22.80 23.00
m/z 71.10 62.58%
L] 220 14101830 2250 2820
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
43.0
22.40 22.60 22.80 23.00
5000 85.0 m/z 85.10 44 .61%
196.0
127.0 239.0 280.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #115575: Eicosane, 10-methyl- AR B BRSO E
57.0 22.40 22.60 22.80 23.00
m/z 41.10 35.02%
5000
99.0
1 ‘ J |y, 15?‘? 197.0 239.0 281.0
m/z--> 5'0 100 150 200 250 300 350 400 450 22.40 22,60 22.80 23.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71218\
Data File : BM015928.D

Aca On 12 Jul 2018 23:10

Operator : SJ/JU

Sample : J3951-02

Misc :

ALS Vial : 12 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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.32 3.59 ng 193783 Perylene-di12 24 .13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Heneicosane 296 C21H44 000629-94-7 94
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 93
4 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 83
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 83
Abundance Scan 3406 (23.321 min): BM015928.D (-3401) (-) m/z 57.10 100.00%
57.1
5000 W\A_J\wﬂ/'
001 207.0 23100 73,20 73,40 2360
41.1 .9 296.1 355.1 1 461.2 : : :
L B L 29 2961 8881 a1z del2) Y 83, 26
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #107651: Eicosane
57.0
5000 NSNS ISR SRR
23.00 23.20 23.40 23.60
m/z 71.10 70.12%
[ ‘ | %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 48.96%
99.0
15.0 141.0 183.0 225.0 296.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #115581: Heptadecane, 2,6,10,15-tetramethyl- i oo B e
57.0 23.00 23.20 23.40 23.60
m/z 41.10 29.12%
- \J\MMAwAN\W\/\'
9.0
| | 141.0 1830 239.0 296.0
m/z--> 50 100 150 200 250 300 350 400 450 23100 23.20 23.40 23.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71218\
Data File : BM015928.D

Aca On 12 Jul 2018 23:10

Operator : SJ/JU

Sample : J3951-02

Misc :

ALS Vial : 12 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 12 Eicosane, 10-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
23.92 3.32 ng 179629 Perylene-di12 24 .13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
2 Octacosane 394 C28H58 000630-02-4 90
3 Tetracosane 338 C24H50 000646-31-1 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Heneicosane, l1ll-decyl- 437 C31H64 055320-06-4 87
Abundance Scan 3508 (23.921 min): BM015928.D (-3504) (-) m/z 57.10 100.00%
57.1
5000 NﬂNWAWAA_ﬂwfw/\M“MA,wMN«fﬁv/
99.1 208.0 UL SN SRR
281.0 23.60 23.80 24.00 24.20
154.1 .
- ,‘ i 582 L) 3280957 4200 TR 81. 1%
m/z--> 50 100 150 200 250 300 350 400
Abundance #115575: Eicosane, 10-methyl-
57.0
5000 UL SN SRR
23.60 23.80 24.00 24.20
9.0 m/z 71.10 70.97%
: 154.0
I ‘ |0y 197.0 239.0 2810
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
23.60 23.80 24.00 24.20
5000 m/z 85.10 47 .62%
99.0
25,0 141.0 183.0 2250 281.0 337.0 394.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #136481: Tetracosane R B R
57.0 23.60 23.80 24.00 24.20
m/z 41.10 38.26%
99.0
ZQO‘ ‘j , 141.0 183.0 225.0 267.0 338.0
m/z--> 50 100 150 200 250 300 350 400 23.60 23.80 24.00 24.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO71218\
Data File : BM015928.D

Acq On 12 Jul 2018 23:10

Operator : SJ/JU

Sample - J3951-02

Misc :

ALS Vial : 12 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 68.2 ng 1921480 1 8.29 563670 20.0
Ethyl citrate 16.16 4.7 ng 216190 3 14.90 922727 20.0
n-Hexadecanoic acid 18.47 4.0 ng 200621 4 17.63 1015890 20.0
Octadecanoic acid 19.72 2.4 ng 127602 5 21.74 1071810 20.0
Eicosane 20.94 2.1 ng 111696 5 21.74 1071810 20.0
Heneicosane 21.40 3.9 ng 208480 5 21.74 1071810 20.0
Docosane, 11-butyl- 21.84 3.1 ng 166103 5 21.74 1071810 20.0
Heneicosane, 11-(... 22.29 3.0 ng 159430 5 21.74 1071810 20.0
Pentadecane, 8-he... 22.77 3.5 ng 187981 5 21.74 1071810 20.0
Heptadecane, 2,6,... 23.32 3.6 ng 193783 6 24.13 1081060 20.0
Eicosane, 10-methyl- 23.92 3.3 ng 179629 6 24.13 1081060 20.0
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