LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO71118\
Data File : BM015890.D
Aca On : 11 Jul 2018 15:53 Instrument :
Operator : SJ/JU gyAﬁg el

- - lentosampleld :
3?22Ie - J3906-07 CB-7-8-6-ST-EW-3@2.5
ALS Vial : 7 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 5.316 337 345 358 rBV 237411 372844 7.76% 1.141%
2 5.799 420 427 444 rBV 1880257 2903527 60.45% 8.888%
3 7.446 700 707 727 rBVY 1925984 3162901 65.85% 9.682%
4 7.816 763 770 785 rBY 2035914 3294989 68.60% 10.087%
5 8.293 845 851 864 rBV 329011 546155 11.37% 1.672%
6 8.616 898 906 919 rBVY 1474207 2369699 49.34% 7.254%
7 9.481 1045 1053 1066 rBvY 1126382 1905825 39.68% 5.834%
8 11.122 1325 1332 1341 rBV 382091 672482 14.00% 2.059%
9 13.539 1736 1743 1755 rBV 2622429 3683733 76.70% 11.277%
10 14.363 1877 1883 1890 rBvV 295075 413887 8.62% 1.267%

11 14.916 1971 1977 1987 rVB2 503688 784406 16.33% 2.401%
12 16.392 2222 2228 2238 rBV 2158527 2967486 61.78% 9.084%
13 17.639 2434 2440 2452 rBV2 605719 896627 18.67% 2.745%
14 18.474 2574 2582 2593 rBV 184681 294814 6.14% 0.902%
15 19.309 2719 2724 2731 rBV 39389 59818 1.25% 0.183%

16 19.727 2791 2795 2805 rBvV 128106 183902 3.83% 0.563%
17 20.204 2870 2876 2882 rBV 4146522 4803001 100.00% 14.703%
18 20.951 3000 3003 3007 rBV 54120 55915 1.16% 0.171%
19 21.409 3074 3081 3084 rBV5 107335 192867 4.02% 0.590%
20 21.503 3093 3097 3104 rBvV 199683 257197 5.35% 0.787%

21 21.750 3133 3139 3144 rBV 666317 921580 19.19% 2.821%
22 21.845 3151 3155 3158 rBV 95595 112193 2.34% 0.343%
23 22.297 3228 3232 3236 rBV 109885 136104 2.83% 0.417%
24 22.786 3311 3315 3321 rVB2 131183 180285 3.75% 0.552%
25 23.321 3402 3406 3413 rVB 142703 211044 4_.39% 0.646%

26 23.927 3505 3509 3517 rvB2 151708 259849 5.41% 0.795%
27 24.144 3540 3546 3554 rVB 422811 822979 17.13% 2.519%
28 24.615 3623 3626 3635 rvB2 111972 200679 4.18% 0.614%

Sum of corrected areas: 32666788
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO71118\

Data File : BM015890.D

Aca On : 11 Jul 2018 15:53

Operator : SJ/JU

ﬁ?ggle i J3906-07 CB-7-8-6-ST-EW-3@2.5
ALS Vial : 7 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: BM015890.D
4000000

3000000

7.82
2000000 5.80 7.45

8.62
9.48
1000000

11.12
5.32 8.29

e L L e  TSRNRSR | RE——

T T
Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM015890.D

4000000

20.20

3000000
13.54

16.39
2000000

1000000

14.92 17.64
14.36 18.47

1931 1973

O e B S B T A B T oSS S B B e e S e e Rl o S e RS

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: BM015890.D

4000000

3000000
2000000

1000000 21.75 -

50 2279 2332 2393) 2461
2005 2THT4L84 2230 I A

e

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\HPCHEM1\BNA M\DATA\BMO71118\

Data File : BM015890.D

Aca On : 11 Jul 2018 15:53

Operator : SJ/JU

ﬁ?ggle i J3906-07 CB-7-8-6-ST-EW-3@2.5
ALS Vial : 7 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 3

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

5.32 13.65 ng 372844 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 50
2 1-Butene. 4-ethoxv- 100 C6H120 044611-46-3 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane 58 C4H10 000106-97-8 9

Abundance Scan 346 (5.322 min): BM015890.D (-337) (-) m/z 43.10 100.00%
43.1
5000 591
1oLo 500 520 540 560
o...,....,....,....','!:..,..-:~.|,....,7.2-.9..??'.0..,....,|....,. m/z 59.10 50.91%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LN I L UL I
59.0 500 5.0 540 560
m/z 101.00 18.00%
o 3o | 830 93,0'%1"
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
31.0
59.0 500 520 540 560
5000 m/z 58.10 12.70%
41.0 85.0
51.0 71.0
S I S I SIS UL IS S SULIL LS WL
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3955: 2,3-Butanedione, monooxime s L  RAR A
43.0 5.00 5.20 5.40 5.60
m/z 41.05 10.54%
5000
101.0
o 150 om0 | %89 g0 g0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO71118\

Data File : BM015890.D

Aca On : 11 Jul 2018 15:53

Operator : SJ/JU

ﬁ?ggle i J3906-07 CB-7-8-6-ST-EW-3@2.5
ALS Vial : 7 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 2 unknown7.82 Concentration Rank 1

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

7.82 120.66 ng 3294990 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 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 22

Abundance Scan 771 (7.822 min): BM015890.D (-763) (-) m/z 132.00 100.00%
132.0
5000 68.1
40 | 1h0 T8 Tho 550 820
Obrrrprrrrrrrrrrere bbbl e 849 L, 1148 L m/z 68.10 42_12%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000 RARRARARAE RS MRS A
69.0 7.40 7.60 7.80 8.00 8.20
390 20 m/z 66.10 34 .19%
H ‘ 89.0 103.0
0 "'l""|""|""ml"""l"""|""|""|""|""'|'H"'|"5"O|""| T
m/z--> 0 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
740 7.60 7.80 8.00 8.20
5000 m/z 134.00 32.79%
33.0 44.0 105.0

70.0
56.0 86.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13666: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl- T BRamr e
56.0 132.0 7.40 7.60 7.80 8.00 8.20
m/z 69.10 21.07%
5000
N TR O < R AR SURMNRBES S,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 740 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO71118\
Data File : BM015890.D

Aca On 11 Jul 2018 15:53

Operator : SJ/JU

Sample = J3906-07

Misc :

ALS Vial : 7 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 4 n-Hexadecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
18.47 6.58 ng 294814 Phenanthrene-d10 17.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 Tridecanoic acid 214 C13H2602 000638-53-9 62
3 Tetradecanoic acid 228 C14H2802 000544-63-8 53
4 Pentadecanoic acid 242 C15H3002 001002-84-2 47
5 Undecanoic acid 186 C11H2202 000112-37-8 47

Abundance Scan 2581 (18.468 min): BM015890.D (-2574) (-) m/z 43.05 100.00%
43.0
73.0
5000
129.1
2131 rrryrrrryrrrryrrrrrrTTT
1571 1851 256.1 1820 1840 18.60 18.80
o} m/z 41.05 90.03%
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 R AR B AR SRR
mmmmmmmm
1290 2560 m/z 73.00 79.87%
. L T 90170 2150 |
m/z--> 25 Jo éo 80 100 120 150 160 180 200 220 250 2éo
Abundance
73.0
3.0 18.20 18.40 18.60 18.80
5000 m/z 55.10 77.88%
1290 171.0
98.0 : 214.0
o 18.0 149.0
m/z--> 25 Jo éo 85 160 150 150 160 180 200 220 250 2éo
Abundance #75070: Tetradecanoic acid P T e
43.0 | 73.0 18.20 18.40 18.60 18.80
m/z 60.00 75.11%
5000 129.0
185.0
97.0 228.0
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\HPCHEMI\BNA M\DATA\BMO71118\
Data File : BM015890.D

Aca On 11 Jul 2018 15:53

Operator : SJ/JU

Sample = J3906-07

Misc :

ALS Vial : 7 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 Tetradecanoic acid Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
19.73 3.99 ng 183902 Chrysene-di12 21.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 83
2 Octadecanoic acid 284 C18H3602 000057-11-4 78
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 72
4 Pentadecanoic acid 242 C15H3002 001002-84-2 64
5 Undecanoic acid 186 C11H2202 000112-37-8 53

Abundance Scan 2795 (19.727 min): BM015890.D (-2791) (-) m/z 43.10 100.00%
431
73.0
5000 1291
1851 2412 2843 LA A
0.9 157.0 130 19.40 19.60 19.80 20.00
ol b I'Z 2 \ 350 Th/z 41.05  81.44%
m/z--> 50 100 150 200 250 300 350
Abundance #75072: Tetradecanoic acid
73.0
43.0
5000 129.0 R AR SR DU B
185.0 mmmmmmmm
228.0 m/z 59.95  76.65%
1.0 :
01.5'.0“. U‘ Iuw hl I\\M}%cj\l\ ;‘““.‘l .’1|5‘7.‘0.‘ - ‘I . .“. ; ——— —
m/z--> 50 100 150 200 250 300 350
Abundance
43.0
3.0 284.0
19.40 19.60 19.80 20.00
m/ 55.10 72 .89Y%
5000 129.0 z 0
185.0 2410
4/15.0 101.0 ' 1570 | 2130
m/z--> 55 160 1%0 260 250 300 3%0
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester e L B e E e
43.0 19.40 19.60 19.80 20.00
m/z 73.00 72.00%
73.0
129.0
185.0213,0241.0
0::::"‘ “F-q\tﬂ ‘\ \1570 |‘||‘|\||‘|‘|||{||||||||37|2.|0 R M
m/z--> m o m 200 250 300 350 mmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO71118\

Data File : BM015890.D

Aca On : 11 Jul 2018 15:53

Operator : SJ/JU

ﬁ?ggle i J3906-07 CB-7-8-6-ST-EW-3@2.5
ALS Vial : 7 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 Ethanol, 2-(octadecyloxy)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.41 4.19 ng 192867 Chrysene-di12 21.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(octadecvloxv)- 314 C20H4202 002136-72-3 68
2 Nonahexacontanoic acid 999 C69H13802 040710-32-5 68
3 Eicosane 282 C20H42 000112-95-8 55
4 1-Pentadecene 210 C15H30 013360-61-7 53
5 Nonadecane 268 C19H40 000629-92-5 49
Abundance Scan 3081 (21.409 min): BM015890.D (-3074) (-) m/z 43.05 100.00%
43p
5000
207.0 LRI IS SUNIRA B
401.0 21.00 21.20 21.40 21.60 21.80
ot~ m/z 57.05 99.61%
m/z--> 0O 100 200 300 400 500 600 700 800 900 1000
Abundance #125129: Ethanol, 2-(octadecyloxy)-
57.0
5000 LN AR U BN
21. oo 21. 20 21. 40 21. 60 21. 80
m/z 71.10 54_.71%
oL |ssso 220
m/z--> 6 160 260 360 460 560 660 700 800 900 1000
Abundance
57.0
21.00 21.20 21.40 21.60 21.80
5000 m/z 41.05 53.34%
o 156.0 2530 350.0 8990 9980
m/z--> 6 160 260 360 460 560 660 700 800 900 1000
Abundance #107651: Eicosane A B o
57.0 21.00 21.20 21.40 21.60 21.80
m/z 55.05 50.92%
5000
155.0 282.0
0 IJIIIlI""'I""I""I""I""IIIII rrrrrTrTTTTTTTTT LA DAL AL

|
m/z--> 0 100 200 300 400 500 600 700 800 900 1000 21. OO 21. 20 21. 40 21. 60 21. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO71118\

Data File : BM015890.D

Aca On : 11 Jul 2018 15:53

Operator : SJ/JU

ﬁ?ggle i J3906-07 CB-7-8-6-ST-EW-3@2.5
ALS Vial : 7 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 1-Triazene, 3,3-dimethyl-1-_.._. Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.50 5.58 ng 257197 Chrysene-di12 21.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Triazene. 3.3-dimethvl-1-phenvl- 149 C8H11N3 007227-91-0 64
2 2.3-Dimethvl-4a.8a-diphenvl-hexa... 326 C20H2204 1000297-07-0 59
3 N-Methoxv-N-methvlbenzamide 165 C9H11NO2 006919-61-5 43
4 Acetophenone. 2-chloro- 154 C8H7CIO 000532-27-4 43
5 Benzenepropanenitrile, _beta.-oxo- 145 C9H7NO 000614-16-4 43
Abundance Scan 3096 (21.498 min): BM015890.D (-3093) (-) m/z 105.00 100.00%

105.0
149.0
5000

51.0 mmmmmmmm

Ot e 208:0 2509 2960 3551 4290 4752 77 149.00  64.41%
0

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #22467: 1-Triazene, 3,3-dimethyl-1-phenyl-
77.0

5000 L e e  EEEE R mEa
21 20 21. 40 21 60 21. 80

m/z 77.00 56.40%

394 14?0
0....,....,....,....,....,....,....,....,....,....
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
105.0

21.20 21. 40 21.60 21.80

5000 m/z 51.00 14.59%
56.0 149.0
210.0 2710
O T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #32789: N-Methoxy-N-methylbenzamide
105.0 21.20 21.40 21.60 21.80

m/z 105.95 7.10%

5000
51.0
15.0 J 165.0
e s e R R e

m/z--> 0 50 100 150 200 250 300 350 400 450 21.20 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO71118\

Data File : BM015890.D

Aca On : 11 Jul 2018 15:53

Operator : SJ/JU

ﬁ?ggle i J3906-07 CB-7-8-6-ST-EW-3@2.5
ALS Vial : 7 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 Eicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
21.84 2.43 ng 112193 Chrysene-di12 21.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 98
2 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Hexatriacontane 507 C36H74 000630-06-8 90
Abundance Scan 3154 (21.839 min): BM015890.D (-3151) (-) m/z 57.10 100.00%
57.1
5000
910 2000 210 smso smee 4y | 2160 2160 2200 2220
ol dh : : . m/z 43.05 84 .25%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #107655: Eicosane
57.0
5000 RIS DN BN SRR
21.60 21.80 22.00 22.20
99.0 m/z 71.05 60.82%
141.0
0 .“. ‘.‘ e "H"h‘l .“‘.“. ;\ |“.].-8.‘3..0| .22.5.q| |2|8|?'|0| e
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 .99%
0
0 141.0 182.0 2959 281.0 3220
miz-> 50 100 150 200 250 300 350 400 450
Abundance #142113: Heptadecane, 9-octyl-
57.0 21.60 21.80 22.00 22.20
m/z 41.10 36.96%
5000
99.0
oL 4l J |, 1410 1830 2379 2810 3230
m/z--> 55 160 1%0 260 250 360 3%0 460 4éo 21%0 2f80 2250 2220
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO71118\

Data File : BM015890.D

Aca On : 11 Jul 2018 15:53

Operator : SJ/JU

ﬁ?ggle i J3906-07 CB-7-8-6-ST-EW-3@2.5
ALS Vial : 7 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 Eicosane, 7-hexyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
22.30 2.95 ng 136104 Chrysene-di12 21.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
3 Tetracosane. 11-decvl- 479 C34H70 055429-84-0 90
4 Heptacosane 380 C27H56 000593-49-7 90
5 Hexatriacontane 507 C36H74 000630-06-8 90
Abundance Scan 3232 (22.297 min): BM015890.D (-3228) (-) m/z 57.10 100.00%
57.1
5000
F?MM 211.1 281.0 324.8 369.0  430.9 475.0 22,00 22.20 22.40 2260
R I O PO e S P A M L m/z 43.10 88.30%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #147095: Eicosane, 7-hexyl-
57.0
5000 LI SRR SUULN BRI B
2200 22.20 22.40 22.60
9 m/z 71.10 65.31%
ol J\ T 1410 7920 2250 2810 3220
m/z--> 5 100 150 260 250 300 350 400 450
Abundance
57.0
22.00 22.20 22.40 22.60
5000 m/z 85.05 46.23%
99.0
0 141.0 1830 2390 581 9 3230
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #167081: Tetracosane, 11-decyl-
57.0 22.00 22.20 22.40 22.60
m/z 41.10 36.02%
5000
99.0
0 L) [y 14101830 2250  295.0 337.0 378.0 420.0
m/z--> éo 100 150 200 250 360 3%0 400 450 2200 22.20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO71118\

Data File : BM015890.D

Aca On : 11 Jul 2018 15:53

Operator : SJ/JU

ﬁ?ggle i J3906-07 CB-7-8-6-ST-EW-3@2.5
ALS Vial : 7 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 Heptacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22.79 3.91 ng 180285 Chrysene-di12 21.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
3 Heptacosane 380 C27H56 000593-49-7 87
4 Tetracosane 338 C24H50 000646-31-1 87
5 Hexatriacontane 507 C36H74 000630-06-8 87
Abundance Scan 3316 (22.792 min): BM015890.D (-3311) (-) m/z 57.05 100.00%
51.0
' 2820 3430 415.0 22.40 22.60 22.80 23.00 23.20
| — | 51 "m/z 43.10 86.04%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #107653: Eicosane
57.0
5000 LI I I BRI I
2240 22.60 22.80 23.00 23.20
m/z 71.05 65.75%
oL A4 LIT w f ? 14101830 2250 2820
m/z-> 0 50 100 150 200 250 360 350 400 450
Abundance
57.0
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
22.40 22.60 22.80 23.00 23.20
5000 m/z 85.10 51.57%
99.0
0 1410 1830 2390 581 9 3230
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #151555: Heptacosane
57.0 22.40 22.60 22.80 23.00 23.20
m/z 55.05 37.33%
5000
9.0
NEX | ; 141.0183.0 225.0 267.0 309.0  380.0
m/z-> 0 % ﬁ01% 200 250 300 350 400 450 2240 22.60 22.80 23.00 23.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO71118\
Data File : BM015890.D

Aca On 11 Jul 2018 15:53

Operator : SJ/JU

Sample = J3906-07

Misc :

ALS Vial : 7 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 Hexacosane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
23.32 5.13 ng 211044 Perylene-d12 24.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Docosane. 9-butvl- 366 C26H54 055282-14-9 90
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
4 Docosane., 1l1-butvl- 366 C26H54 013475-76-8 90
5 Heptacosane 380 C27H56 000593-49-7 90

Abundance Scan 3406 (23.321 min): BM015890.D (-3402) (-) m/z 57.10 100.00%
57.1 ﬂ
5000
9.1 25160 23120 2340 2360
141.1 207.0 . . . .
ol 248.9281.0 327.0 369.1 429.1 m/z 43.10 75 _73%
m/z--> 50 100 150 200 250 300 350 400
Abundance #147090: Hexacosane
57.0
5000 AR AR AR RN
23. 00 23 20 23. 40 23.60
990 m/z 71.10 59.48%
m/z--> 55 100 1éo 260 250 360 3éo 460
Abundance
57.0
23.00 23.20 23.40 23.60
5000 m/z 85.05 40.52%
99.0
miz--> "'5'0”"1c')o""15'30""2c')o""256"'306"'3%0””460””
Abundance #142113: Heptadecane, 9-octyl-
57.0 23.00 23.20 23.40 23.60
m/z 41.05 33.20%
99.0
ol \ [ L[, 1410 1830 230 2810 3230
m/z--> m 1& ﬁo @ 250 300 @ 4& Bmmmmmmm'

8270-BMO070518_.M Thu Jul 12 19:01:42 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO71118\
Data File : BM015890.D

Aca On 11 Jul 2018 15:53

Operator : SJ/JU

Sample = J3906-07

Misc :

ALS Vial : 7 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 Tridecane, 7-hexyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.93 6.31 ng 259849 Perylene-d12 24.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 7-hexvl- 268 C19H40 007225-66-3 94
2 Octadecane 254 C18H38 000593-45-3 92
3 Eicosane 282 C20H42 000112-95-8 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
Abundance Scan 3510 (23.933 min): BM015890.D (-3505) (-) m/z 57.10 100.00%
57.1 m
5000
Fi 73160 2380 24,00 2420
141.1 197 1 2520 : : - -
ol b h g KBy 1071 TOP0 20703410 4301 4891 o T 45 05" 75 79%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #99478: Tridecane, 7-hexyl-
57.0
5000 AU AR SRR
23.60 23.80 24.00 24.20
F 182.0 m/z 71.10 65.79%
ol b w%.4.1,0...“.,.22:5.9,2@%9.,....,....,....,....,
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57.0
23.60 23.80 24.00 24.20
5000 m/z 85.10 41.94%
0
. 141.0 183.0 254.0
mz-> 50 100 150 200 250 300 350 400 450
Abundance #107653: Eicosane
7.0 23.60 23.80 24.00 24.20
m/z 41.00 26.61%
o “ j } 901 141.0 183.0 225.0 282.0
s B o e o ok Ho 3o o o 23.60 23.80 24.00 24.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO71118\

Data File : BM015890.D

Aca On : 11 Jul 2018 15:53

Operator : SJ/JU

ﬁ?ggle i J3906-07 CB-7-8-6-ST-EW-3@2.5
ALS Vial : 7 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 13 Octacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
24.62 4.88 ng 200679 Perylene-di12 24._.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Octacosane 394 C28H58 000630-02-4 90
3 Tetratetracontane 619 C44H90 007098-22-8 90
4 Hexatriacontane 507 C36H74 000630-06-8 90
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 3627 (24.621 min): BM015890.D (-3623) (-) m/z 57.10 100.00%
57.1 f
5000
U BRI B DU
13.0 207.0 2810 24.40 24.60 24.80 25.00
o AT 2000 2sr0 s a1 T 10 68, 49%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #107652: Eicosane
57.0
5000 R BRI B U R
mmmmmm%m
m/z 43.05 67.18%
ol ‘ h L %13 0 169.0 282.0
m/z--> o 50 100 1éo 200 250 300 350 400 4éo 560 séo 660
Abundance
57.0
2440 24.60 24.80 25.00
5000 m/z 85.10 48 .12%
. 113.0 169.0 225 o 281. 0 337.0 394.0
miz—-> 0 55 160 1éo 200 250 300 350 400 4éo 560 séo 660
Abundance #172957: Tetratetracontane
57.0 24.40 24.60 24.80 25.00
m/z 55.05 28.57%
- W\JLVNM
. 130 169.0 2250 2610 337.0 393.0 449.0 505.0 562.0 617.0
m/z--> (I) 5'0 1(')0 1&'30 200 250 300 350 400 4&'30 5(')0 séo 6(I)O 24. 40 24 60 24 80 25. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO71118\

Data File : BM015890.D

Acg On 11 Jul 2018 15:53

Operator : SJ/JU

3?22'6 i J3906-07 CB-7-8-6-ST-EW-3@2.5
ALS Vial : 7 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]
2-Pentanone, 4-hy... 5.32 13.7 ng 372844 1 8.29 546155 20.0
unknown7 .82 7.82 120.7 ng 3294990 1 8.29 546155 20.0
n-Hexadecanoic acid 18.47 6.6 ng 294814 4 17.64 896627 20.0
Tetradecanoic acid 19.73 4.0 ng 183902 5 21.75 921580 20.0
Ethanol, 2-(octad... 21.41 4.2 ng 192867 5 21.75 921580 20.0
1-Triazene, 3,3-d... 21.50 5.6 ng 257197 5 21.75 921580 20.0
Eicosane 21.84 2.4 ng 112193 5 21.75 921580 20.0
Eicosane, 7-hexyl- 22.30 3.0 ng 136104 5 21.75 921580 20.0
Heptacosane 22.79 3.9 ng 180285 5 21.75 921580 20.0
Hexacosane 23.32 5.1 ng 211044 6 24.14 822979 20.0
Tridecane, 7-hexyl- 23.93 6.3 ng 259849 6 24.14 822979 20.0
Octacosane 24 .62 4.9 ng 200679 6 24.14 822979 20.0
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