LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011619\
Data File : BM018591.D

Aca On : 16 Jan 2019 19:50

Operator : JU/SJ

Sample : K1147-16

Misc :

ALS Vial : 16 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM010919 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 4.887 301 306 319 rVB 290688 451237 1.99% 0.293%
2 5.340 376 383 396 rBVY 6198142 8845352 38.97% 5.747%
3 6.928 645 653 670 rBY 6219335 10089924 44.45% 6.556%
4 7.287 706 714 722 rBVY 6501705 10559930 46.52% 6.861%
5 7.745 785 792 799 rBVY 1288325 1969531 8.68% 1.280%
6 8.063 838 846 854 rBVY 5071397 8020513 35.33% 5.211%
7 8.916 982 991 1004 rBY 3851125 6318903 27.84% 4.106%
8 10.539 1259 1267 1274 rBV 1645648 2784459 12.27% 1.809%
9 13.010 1680 1687 1702 rBV 10863305 15964325 70.33% 10.373%
10 13.851 1824 1830 1840 rBVY 2061380 2842025 12.52% 1.847%

11 14.392 1916 1922 1939 rVB2 2498332 3912519 17.24% 2.542%
12 15.892 2168 2177 2195 rBV 9115761 12934250 56.98% 8.404%
13 17.145 2384 2390 2395 rBV2 3169853 4608839 20.30% 2.995%
14 17.186 2395 2397 2402 rVB 199993 234278 1.03% 0.152%
15 18.039 2536 2542 2559 rBV 2702071 4079017 17.97% 2.650%

16 19.198 2735 2739 2752 rVvB2 770833 1246588 5.49% 0.810%
17 19.315 2755 2759 2779 rBV 1116984 1736209 7.65% 1.128%
18 19.574 2799 2803 2810 rVB 252435 368834 1.62% 0.240%
19 19.780 2832 2838 2843 rBV 18469372 22700754 100.00% 14.750%
20 20.574 2969 2973 2977 rVB 278864 308720 1.36% 0.201%

21 21.033 3047 3051 3061 rBV 2466426 2783668 12.26% 1.809%
22 21.339 3097 3103 3108 rBV 3641223 4858436 21.40% 3.157%
23 21.439 3117 3120 3122 rBV2 257702 278558 1.23% 0.181%
24 21.474 3122 3126 3131 rVB 1466684 1541550 6.79% 1.002%
25 21.909 3196 3200 3208 rBV 2150593 3100239 13.66% 2.014%

26 22.380 3275 3280 3287 rBV 2968348 3984538 17.55% 2.589%
27 22.509 3299 3302 3306 rVB 266374 312856 1.38% 0.203%
28 22.897 3362 3368 3373 rBV 3049274 4427715 19.50% 2.877%
29 23.474 3460 3466 3482 rVB 2567135 4319246 19.03% 2.806%
30 23.615 3484 3490 3498 rVB 1797928 3427799 15.10% 2.227%

31 24.127 3572 3577 3586 rVB 1656396 3222746 14.20% 2.094%
32 24.891 3702 3707 3715 rVB 834278 1670874 7.36% 1.086%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011619\
Data File : BM018591.D

Aca On : 16 Jan 2019 19:50

Operator : JU/SJ

Sample : K1147-16

Misc :

ALS Vial : 16 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z :\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 153904432
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011619\

BM018591.D

16 Jan 2019 19:50

JussJ

K1147-16

16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM010919.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BM018591.D
1.5e+07
1e+07
5.34 6.93 7.29
8.06
5000000 8.92
7.75 10.54
4.89
Ot A T T T T T T T T T T T T T T T T
Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BM018591.D
19,78
1.5e+07
13.01
5000000
17.14
18.04
13.85 14.39 dog2
19:
L L e L o e e e L s e e e i B L B s 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 1850 19.00 19.50 20.00
Abundance TIC: BM018591.D
1.5e+07
1e+07
5000000
21.34 2238 22.90
24.89
14 2.51 A
O LB B o e o o o e L e e o o T LA e e e e B A
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00

8270-BM010919.
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011619\
Data File : BM018591.D

Aca On : 16 Jan 2019 19:50

Operator : JU/SJ

Sample : K1147-16

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 14

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

4.89 4_.58 ng 451237 1,4-Dichlorobenzene-d4 7.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 33
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 Propanenitrile. 3-ethoxv- 99 C5H9NO 002141-62-0 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 307 (4.893 min): BM018591.D (-301) (-) m/z 43.00 100.00%
43
59
5000
101 )
460 4.80 5.00 5.20
ol B0 83 | w7 28 s 59.10  57.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LR I R L I
59 460 480 500 5.20
m/z 101.10 23.11%
31 g3 101
R A e s e B S A R m A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8042: Hydrazine, 1,1-bis(1-methylethyl)-
59
460 480 500 520
5000 101 m/z 58.05 14.88%
27 42 116
O'NWM'N“'hi”T%Fﬁ"F”"l'”'l'”'l"”l"”l"”
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester B R e S REREE e
59 460 4.80 5.00 5.20
m/z 41.10 8.82%
5000 41
o Il @ 126 14
mz-> 20 40 60 80 100 120 140 160 180 200 460 480 500 520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011619\
Data File : BM018591.D

Aca On : 16 Jan 2019 19:50

Operator : JU/SJ

Sample : K1147-16

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown7.29 Concentration Rank 1

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

7.29 107.23 ng 10559900 1,4-Dichlorobenzene-d4 7.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 16
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 715 (7.293 min): BM018591.D (-706) (-) m/z 132.00 100.00%
132
5000
68
40 % J 700 720 7.40 7.60
54 : : : :
o g8 laewr 207 h/7 68.05  34.51%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RN RS LA R AR
7.00 7.20 7.40 7.60
2 51 m/z 134.00 33.60%
o 0
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132
700 720 7.40 7.60
5000 67 m/z 66.10 23.06%
41 97
53
NI
ol— .“i“. AR ,“.“l‘.‘.“,‘ .‘k |].-0.7. "‘I ; .H. T
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #48639: Tranylcypromine-propionyl L S EEmmnman
57 132 7.00 7.20 7.40 7.60
24 m/z 69.10 14 .53%
5000 g 0
I ...‘n,u‘..um,..‘..,‘W..‘ﬁ,. M 198 ..,.1??. S— W RN & GNN—
m/z--> 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011619\
Data File : BM018591.D

Aca On : 16 Jan 2019 19:50

Operator : JU/SJ

Sample : K1147-16

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.04 17.70 ng 4079020 Phenanthrene-d10 17.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Undecanoic acid 186 C11H2202 000112-37-8 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 2542 (18.039 min): BM018591.D (-2536) (-) m/z 73.00 100.00%

43 7
5000 129
97 213

i ‘ 236 17,80 18,00 18.20 18.40
15 19
ol kst | 194 | \239 | 285 sm o tUSToeT g 3ou
miz--> 50 100 150 200 250 300
Abundance #92228: n-Hexadecanoic acid
78
5000 256 LELELEL B L B R LR

129 17.80 18.00 18.20 18.40
97 m/z 60.00 80.53%
157 185

213
oL—2 um#mﬂd... H,J,I,i,l,F?%l,,, T
m/z--> 50 100 150 200 250 300
Abundance #75072: Tetradecanoic acid

~
()

43 T T
17.80 18.00 18.20 18.40
5000 129 m/z 41.05  79.48%
185
97 228
ol—2 .‘,‘a”.‘l.{,1?7‘.{.‘.‘,2.11.‘..,....,....,
m/z--> 50 100 150 200 250 300
Abundance #65565: Tridecanoic acid
73 17.80 18.00 18.20 18.40

m/z 55.10 71.18%

43
5000 129
171
LS | e
0 2 ‘ | ulb) | J\ f ‘\u‘\ ull {1§? ‘197 {
L L rrrTTr T

T
m/z--> 50 100 150 200 250 300 17. 80 18 00 18. 20 18 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011619\
Data File : BM018591.D

Aca On : 16 Jan 2019 19:50

Operator : JU/SJ

Sample : K1147-16

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.32 7.15 ng 1736210 Chrysene-di12 21.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 83
3 Tridecanoic acid 214 C13H2602 000638-53-9 81
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Pentadecanoic acid 242 C15H3002 001002-84-2 58
Abundance Scan 2760 (19.321 min): BM018591.D (-2755) (-) m/z 43.05 100.00%
87
19.00 19.20 19.40 19.60
0! m/z 73.05 96.85%
m/z--> 50 100 150 200 250 300 350
Abundance #108841: Octadecanoic acid
48
73
5000 UL AR AR
129 19. oo 19 20 19. 40 19.60
97 \ 185 o 284 m/z 60.00 82 .54%
ol 18 Mo o197, | 218, | 265 1
m/z--> 50 100 150 200 250 300 350
Abundance #75071: Tetradecanoic acid
78
43 19.00 19.20 19.40 19.60
5000 m/z 55.10 79.23%
129
185 228
i ]
0 Illlpr.Jl,IM ul J,%ﬁ?.u‘ B A
m/z--> 50 100 150 200 250 300 350
Abundance #65566: Tridecanoic acid e A m mu e o B
78 19.00 19.20 19.40 19.60
m/z 41.05 78.69%
43
5000
129
‘ 171 514
0 .1§‘.£'u ﬂ\lh n . ‘H‘ J‘J%9?I{I S ISSERYA M
m/z--> 50 mo 150 200 250 300 3m mmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011619\
Data File : BM018591.D

Aca On : 16 Jan 2019 19:50

Operator : JU/SJ

Sample : K1147-16

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 1-Nonadecene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.03 11.46 ng 2783670 Chrysene-di12 21.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 97
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 96
3 5-Eicosene. (E)- 280 C20H40 074685-30-6 95
4 Octadecane. 1-(ethenvloxv)- 296 C20H400 000930-02-9 94
5 1-Hexadecanesulfonyl chloride 324 C16H33CI102S 038775-38-1 87
Abundance Scan 3051 (21.033 min): BM018591.D (-3047) (-) m/z 57.10 100.00%
57
83
5000
111
139 20.80 21.00 21.20 21.40
- ,'.I. LA 4 [5°.168 196 224 250 281 309 383 416 T Um0 90 370
m/z--> 50 100 150 200 250 300 350 400
Abundance #98171: 1-Nonadecene
43 g7
69
5000 BB DA DA
20. 80 21. oo 21 20 21. 40
125 m/z 55.10 73.68%
s LAY l 154 182 210 238 266
m/z--> 55 160 1%0 260 250 360 350 460
Abundance #93396: Ethanol, 2-(tetradecyloxy)-
57
83 " 20.80 21.00 21.20 21.40
5000 m/z 83.05 67.21%
29 111
139 168 196 9957 258
0‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #106398: 5-Eicosene, (E)- R e e N AR
55 20.80 21.00 21.20 21.40
m/z 69.10 63.08%
83
5000
29 111
o il 1139 167 196 223 252 280
m/z--> % 1& mo m 2% %o ﬁ)4& mmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011619\
Data File : BM018591.D

Aca On : 16 Jan 2019 19:50

Operator : JU/SJ

Sample : K1147-16

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Docosane, 11-butyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.47 6.35 ng 1541550 Chrysene-di12 21.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 1l1-butvl- 366 C26H54 013475-76-8 95
2 Docosane. 9-butvl- 366 C26H54 055282-14-9 94
3 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
4 Octacosane 394 C28H58 000630-02-4 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 3125 (21.468 min): BM018591.D (-3122) (-) m/z 57.10 100.00%
57
5000 85
141 169 21.20 21.40 21.60 21.80
oL, ‘ Anass 11 L7730 197 225246267 309 337 366387 429 | sz 43.10  70.81%
m/z--> 50 150 200 250 300 350 400
Abundance #147098: Docosane, 11-butyl-
57 AJA
5000 85 AR ARN AR AR
21120 21.40 21.60 21.80
m/z 71.10 70.44%
RE SR ﬂ113 141 169 210 239 267 309 336 366
m/z--> 50 100 1éo 260 250 300 350 400
Abundance #147096: Docosane, 9-butyl-
57
21.20 21.40 21.60 21.80
5000 85 m/z 85.10 51.27%
113
RE BN (141 182 211 253 280 309 337 365
m/z--> 50 100 150 200 250 300 350 400
Abundance #115577: Pentadecane, 8-hexyl-
43 21.20 21.40 21.60 21.80
- m/z 41.10 28.12%
5000
99 196
oLl 1 127 155 | 4225 252 280
m/z--> 50 100 150 200 250 300 350 400 21120 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011619\
Data File : BM018591.D

Aca On : 16 Jan 2019 19:50

Operator : JU/SJ

Sample : K1147-16

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Pentadecane, 8-hexyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.91 12.76 ng 3100240 Chrysene-di12 21.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 93
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Octacosane 394 C28H58 000630-02-4 91
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 91
Abundance Scan 3200 (21.909 min): BM018591.D (-3196) (-) m/z 57.10 100.00%
57
85
5000
13
141169 21.60 21.80 22.00 22.20
Ol Ak 1',1 L5 A97225253281300337 380 429461490 849 | ys77 4305  72.72%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115577: Pentadecane, 8-hexyl-
43
71
5000
21.60 21.80 22.00 22.20
m/z 71.10 72 .66%
99 127 196
o A 00 | pososzer
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #151555: Heptacosane J\
57
21.60 21.80 22.00 22,20
5000 85 m/z 85.10 54 _.31%
29 ﬁ13141169197
WD B 0§ Wl i sl T —
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #142113: Heptadecane, 9-octyl- T T
57 21.60 21.80 22.00 22.20
m/z 41.10 28.41%
5000 85
o | ff%141169197 2?9267296323352
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 21'60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011619\
Data File : BM018591.D

Aca On : 16 Jan 2019 19:50

Operator : JU/SJ

Sample : K1147-16

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 Docosane, 7-hexyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.38 16.40 ng 3984540 Chrysene-di12 21.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 7-hexvl- 394 C28H58 055373-86-9 95
2 Eicosane. 9-octvl- 394 C28H58 013475-77-9 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetratriacontane 479 C34H70 014167-59-0 91
5 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 91
Abundance Scan 3280 (22.380 min): BM018591.D (-3275) (-) m/z 57.10 100.00%
g7
85
5000 J
ﬂ113141169197225253281309337365 401429 477 535 22,00 22.20 22.40 2260
Ob b A A b L 7197 225253281300337.365 401429 477 535 | sz 71.10  72.30%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #155180: Docosane, 7-hexyl-
57
5000 85 pror e T
22.00 22.20 22.40 22.60
13 16 m/z 43.10 70.94%
o {141 77211239267 3?9337364392
mz-> 0 50 100 1éo 200 250 300 350 400 450 500
Abundance #155179: Eicosane, 9-octyl-
48 AA‘J
71 22.00 22.20 22.40 22.60
5000 m/z 85.10 53.75%
99 281
o [ 127155183211238 [ 309336365392
mz-> 0 50 160 1éo 200 250 300 350 400 450 500 }
Abundance #115570: Heneicosane BEEREEEREE RS e
22.00 22.20 22.40 22.60
m/z 55.10 26.75%
5000
‘ 141169197225053 296
mz-> 0 50 100 150 200 250 300 350 400 450 500 22.00 22,20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011619\
Data File : BM018591.D

Aca On : 16 Jan 2019 19:50

Operator : JU/SJ

Sample : K1147-16

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 Octadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

22.90 25.83 ng 4427720 Perylene-d12 23.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 94
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Eicosane, 2-methyl- 296 C21H44 001560-84-5 91

Abundance Scan 3368 (22.897 min): BM018591.D (-3362) (-) m/z 57.10 100.00%

57
5000

141 183 25 2260 22,80 23.00 23.20
Olprrrhy ] Bl BN TN VAN (T - — m/z 71.10 71.22%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #91037: Octadecane
57

5000 S R e REREE R
22 60 22. 80 23. 00 23 20

m/z 43.10 69 .33%

99
141
o281, Jlnm%“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172957: Tetratetracontane
517

22 60 22.80 23.00 23.20
5000 m/z 85.10 54 _75%

97
26 ] | ; 141 183 205 267 309 351 393 435 491 535 574 617

Oy P e e e e e e e e T T T
m/z--> CI) 5I0 lCI)O léO 200 250 300 350 400 4é0 5CI)O 55I0 6CI)O
Abundance #160628: Triacontane L...,....,....,....,....
57 22.60 22.80 23.00 23.20
m/z 41.10 25.66%

5000
99
26 (1| || 14 183 225 267 300 351 422

N e — Aetlca SRSl SSSs

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 22 60 22. 80 23. 00 23 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011619\
Data File : BM018591.D

Aca On : 16 Jan 2019 19:50

Operator : JU/SJ

Sample : K1147-16

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 Tetracosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.47 25.20 ng 4319250 Perylene-di12 23.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 98
2 Octadecane 254 C18H38 000593-45-3 94
3 Tetratriacontane 479 C34H70 014167-59-0 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 3465 (23.468 min): BM018591.D (-3460) (-) m/z 57.10 100.00%
57
85
5000
| ﬂ113141169197225253281309337365393 431 462489 23.20 23.40 23.60 23.80
ob—d b d A LT 199197225253 281 309 337 365 393 431 462489 5 71 10 72.03%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #136482: Tetracosane
57
85
5000 IRRAARUAUAE U
23.20 23.40 23.60 23.80
113 m/z 43.10 69.83%
o 3ol || | |} 141169197225 253 281 300 338
miz--> 0 éo 160 1éo 260 2éo 360 3éo 460 4éo '
Abundance #91037: Octadecane
57
| 23.20 23.40 23.60 23.80
5000 85 m/z 85.10 55.00%
. i 113141 169 197 555 254
miz-> 0 50 100 150 200 250 300 350 400 450
Abundance #167078: Tetratriacontane R e e R R e
57 23.20 23.40 23.60 23.80
m/z 55.10 25.36%
5000 85
29 113
o | 141169197 225 253 281 311337 367 410435
miz--> 0 5'0 1(')0 1&'30 2(')0 25'30 3(')0 350 4(')0 4&'30 ' 23 20 23. 40 23. 60 23. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM011619\
Data File : BM018591.D

Acq On : 16 Jan 2019 19:50

Operator : JU/SJ

Sample : K1147-16

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM010919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.89 4.6 ng 451237 1 7.75 1969530 20.0
unknown7 .29 7.29 107.2 ng 10559900 1 7.75 1969530 20.0
n-Hexadecanoic acid 18.04 17.7 ng 4079020 4 17.14 4608840 20.0
Octadecanoic acid 19.32 7.2 ng 1736210 5 21.34 4858440 20.0
1-Nonadecene 21.03 11.5 ng 2783670 5 21.34 4858440 20.0
Docosane, 11-butyl- 21.47 6.3 ng 1541550 5 21.34 4858440 20.0
Pentadecane, 8-he... 21.91 12.8 ng 3100240 5 21.34 4858440 20.0
Docosane, 7-hexyl- 22.38 16.4 ng 3984540 5 21.34 4858440 20.0
Octadecane 22.90 25.8 ng 4427720 6 23.62 3427800 20.0
Tetracosane 23.47 25.2 ng 4319250 6 23.62 3427800 20.0
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