LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM021819\
Data File : BM018840.D

Aca On : 18 Feb 2019 16:11

Operator : JU/SJ

Sample : K1517-01

Misc :

ALS Vial : 8 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-BM021119.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 4.857 297 301 313 rBV 280123 400384 2.72% 0.376%
2 5.298 369 376 391 rBVY 6658178 9321353 63.34% 8.747%
3 6.881 638 645 660 rBY 6309736 10327707 70.17% 9.692%
4 7.239 699 706 722 rBV 6776277 10386596 70.57% 9.747%
5 7.704 778 785 793 rBVY 1303201 2008191 13.65% 1.885%
6 8.022 832 839 850 rBVY 4483107 7040021 47.84% 6.606%
7 8.875 976 984 999 rBVY 3623002 6069713 41.24% 5.696%
8 10.492 1252 1259 1275 rBV 1646631 2753044 18.71% 2.584%
9 12.969 1673 1680 1696 rBV 7667873 11483029 78.02% 10.776%
10 13.816 1819 1824 1838 rBvV 425254 695121 4.72% 0.652%

11 14.357 1908 1916 1929 rBV2 2271653 3531963 24.00% 3.314%
12 15.851 2163 2170 2194 rBV 6858387 10179523 69.17% 9.553%
13 17.104 2377 2383 2397 rBV2 2622692 4064426 27.62% 3.814%
14 17.992 2529 2534 2545 rBV 602109 956583 6.50% 0.898%
15 19.280 2748 2753 2762 rBV 292835 440031 2.99% 0.413%

16 19.739 2825 2831 2846 rBV 12186560 14717186 100.00% 13.811%
17 20.997 3042 3045 3054 rBV 427538 640161 4 _.35% 0.601%
18 21.297 3091 3096 3107 rBV 2828922 3689040 25.07% 3.462%
19 21.439 3116 3120 3126 rBV 391519 398446 2.71% 0.374%
20 21.868 3190 3193 3200 rBV 584613 712651 4.84% 0.669%

21 22.333 3268 3272 3281 rBV 788396 1069301 7.27% 1.003%
22 22.838 3354 3358 3363 rBvV 703613 1005301 6.83% 0.943%
23 23.409 3451 3455 3461 rVB 587114 930818 6.32% 0.873%
24 23.556 3474 3480 3489 rVB2 1606579 3014585 20.48% 2.829%
25 24.062 3561 3566 3574 rVB 383528 727139 4.94% 0.682%

Sum of corrected areas: 106562313
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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\BM021819\

BM018840.D

18 Feb 2019 16:11

JussJ

K1517-01

8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
1.2e+07

1e+07

8000000

6000000

4000000

2000000

TIC: BM018840.D

5.30 7.24

6.88

8.02
8.87

7.70

4.86
A

10.49

0
Time-->

3.

50 400 450 500 550 6.00 650 700 750 800 850

9.00

9.50

T I
10.00 10.50 11.00 11.50

Abundance
1.2e+07

1e+07

8000000

6000000

4000000

2000000

TIC: BM018840.D

12.97
15.85

14.36 17.10

13.82

17.99

19.28

19,74

0
Time-->

12.00 12,50 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance
1.2e+07

1e+07

8000000

6000000

4000000

2000000

TIC: BM018840.D

21.30
23.56

0

2233 2284
21.87
A

21.00 1{11_,”\_-—}\

24.06
A

N

Time-->

21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 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\BM021819\
Data File : BM018840.D

Aca On : 18 Feb 2019 16:11

Operator : JU/SJ

Sample : K1517-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 8
R.T. EstConc Area Relative to ISTD R.T.
486 3.99ng 400384  1,4-Dichlorobenzene-d4 7.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 2-Pentanone. 4-hvdroxv-d-methvl- 116 C6H1202 000123-42-2 50
2 Guanidine 59 CH5N3 000113-00-8 43

3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2

016504-58-8 28
001116-98-9 17

5 5-Hexen-2-one 98 C6H100 000109-49-9 10
Abundance Scan 301 (4.857 min): BM018840.D (-297) (-) m/z 43.00 100.00%
43
59
5000
101
B R RREEEEa S R
83 460 480 5.00 5.20
0 ...,....,....,....','z:.?P..-!~Ii...‘??....,.-...,....',....,....,....,1?.3..,. m/z 59.10 71.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59
460 4.80 5.00 5.20
m/z 101.00 27 .90%
31 83 o3 101
o O T R | A2 M.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #248: Guanidine
43 59
R L Eams o
460 4.80 5.00 5.20
5000 18 m/z 58.05 17.88%
28
0 \‘ 1 Il Il
R LR a B B L A RARRmEREES Y
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3966: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone SRR ERESE S S E e s
43 460 4.80 5.00 5.20
m/z 41.05 9.52%
5000 101
28 59
15 ‘ ‘ 70 84
0 ...,..‘a.,..l‘.‘l....‘i‘.l..,s.z.‘lli....l.‘...,.‘...,....,a...,....,....,....,. R AEBRREE S S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM021819\
Data File : BM018840.D

Aca On : 18 Feb 2019 16:11

Operator : JU/SJ

Sample : K1517-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 unknown7.24 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.24 103.44 ng 10386600 1,4-Dichlorobenzene-d4 7.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 2-Cvclohexen-1-one 96 C6HB80 000930-68-7 11
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
Abundance Scan 706 (7.239 min): BM018840.D (-699) (-) m/z 132.00 100.00%
5000 68
40 % 700 720 7.40 7.60
54 . . . .
ol 82 115 || 147 193207 282 n/z 68.10 51.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132
5000 UL UL UL R

7.00 7.20 7.40 7.60
m/z 134.00 32.20%

15 39 e'l? 90 104

s R o o S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69 A E L R Eas me
104 7.00 7.20 7.40 7.60
5000 m/z 66.10 32.07%
31 51 ‘
o.np.ﬂpﬂL“lJ“”.“M.“..“”.“”..”..”..”..”.“”.“”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13679: 5-Fluoro-2-chloropyrimidine R Eamaa e
132 7.00 7.20 7.40 7.60
m/z 69.05 21.04%
5000
33 . 105
|5t \86“
o o R SN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM021819\
Data File : BM018840.D

Aca On : 18 Feb 2019 16:11

Operator : JU/SJ

Sample : K1517-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 7
R.T. EstConc Area Relative to ISTD R.T.
17.99 4.71 ng 956583 Phenanthrene-d10 17.10
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 50
3 Pentadecanoic acid 242 C15H3002 001002-84-2 47
4 Tridecane 184 C13H28 000629-50-5 11
5 Hexadecane 226 C16H34 000544-76-3 11
Abundance Scan 2534 (17.992 min): BM018840.D (-2529) (-) m/z 73.00 100.00%
78
43 5§
5000
129
97 213 R AU R
15 | 143157171085199 | 297 256 o, 17.60 17.80 18.00 18.20 18.40
0 m/z 60.00 74 .86%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
43 78
5
5000 29 256 R R L R B
ﬂmﬂmmmmmmm
21 m/z 43.10 56.95%
. 143157171185 oo
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid
78
43 DN IR AR SRR B
5 17.60 17.80 18.00 18.20 18.40
5000 m/z 57.10 55.33%
129
29 185 228
115
01 1434£7171
o \\ AL T ST Lo ,\,,1,993,13 \ N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43 o7 T8 17.60 17.80 18.00 18.20 18.40
m/z 55.05 51.07%
129
5000 29 f\\h~‘~»ﬂ\—-~
0 e EBARR R
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1760 1780 1800 1820 1840
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM021819\
Data File : BM018840.D

Aca On : 18 Feb 2019 16:11

Operator : JU/SJ

Sample : K1517-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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.
19.28 2.39 ng 440031 Chrysene-di12 21.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 70
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 58
4 Eicosane 282 C20H42 000112-95-8 56
5 Ethanol, 2-(hexadecyloxy)- 286 C18H3802 002136-71-2 25

Abundance Scan 2753 (19.280 min): BM018840.D (-2748) (-) m/z 73.00 100.00%

73

5000

-

19.00 19.20 19.40 19.60

(o} m/z 60.05 67.27%
m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
44_3 73
5000 129 LA IL L L L L L L B L
9 19.00 19.20 19.40 19.60
! 185 o 204 m/z 43.10 65.23%
0 15 n .115.7| I I2].'3| I 265 \
I~ T T T I T T T T I T T T T T T T T T T T T I T T T
m/z--> 50 100 150 200 250 300 350
Abundance #83683: Pentadecanoic acid
43 73
T e
19.00 19.20 19.40 19.60
5000 m/z 57.10 60.16%
129 242
LT | s '
ol MLJ¥J“.‘..ﬂF§ oI < 3 T
m/z--> 50 100 150 200 250 300 350
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester B EAE E s et
43 19.00 19.20 19.40 19.60
m/z 41.10 50.62%
73
5000 o84
129
97
185 213 241
I O 3 TS ) PRSP |
m/z--> 50 100 150 200 250 300 350 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM021819\
Data File : BM018840.D

Aca On : 18 Feb 2019 16:11

Operator : JU/SJ

Sample : K1517-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 1-Hexadecanesulfonyl chloride Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
21.00 3.47 ng 640161 Chrysene-di12 21.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanesulfonvl chloride 324 C16H33Cl102S 038775-38-1 64
2 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 64
3 1-Octadecanol 270 C18H380 000112-92-5 60
4 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 58
5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 58

Abundance Scan 3045 (20.997 min): BM018840.D (-3042) (-) m/z 57.10 100.00%
57
83
5000
111 T e
207 20.60 20.80 21.00 21.20 21.40
139
ol I.-Jl.', L.]‘.". LS 280 AL 33 415 Tnyz 71.10 82.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129672: 1-Hexadecanesulfonyl chloride
57
83
5000
111 20.60 20.80 21.00 21.20 21.40
29 130 m/z 43.05 70.92%
L) 067 190 228 211 oy
m/z--> 50 100 150 200 250 300 350 400
Abundance #156888: Pentafluoropropionic acid, heptadecy! ester
57
83 NN SN B
20.60 20.80 21.00 21.20 21.40
5000 m/z 55.05 60.24%
111
29
ol L d P es 2028 288
m/z--> 50 100 150 200 250 300 350 400
Abundance #100813: 1-Octadecanol T T T T
43| 83 20.60 20.80 21.00 21.20 21.40
m/z 69.05 59.17%
5000 111
oL L) | 15 168 106 224 252
m/z--> 50 100 150 200 250 300 350 400 2060 20,80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM021819\
Data File : BM018840.D

Aca On : 18 Feb 2019 16:11

Operator : JU/SJ

Sample : K1517-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 Eicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.44 2.16 ng 398446 Chrysene-di12 21.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 87
3 Heptadecane 240 C17H36 000629-78-7 86
4 Octadecane. 2-methvl- 268 C19H40 001560-88-9 86
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 86
Abundance Scan 3120 (21.439 min): BM018840.D (-3116) (-) m/z 57.10 100.00%
g7
85
5000
113 21.20 21.40 21.60 21.80
141 207
o AMLLf LML 207 a9 21300 302 ats 415 S e g 73
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #107652: Eicosane
57
5000 ‘}\""l" T T T T T
85 mmmmmmmm
29 m/z 85.05 61.02%
ol Pt e
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)-
43
71 " 21.20 21.40 21.60 21.80
5000 m/z 43.05 58.66%
9 157
ol L]l 97155183 225253 295 337
miz--> 0 §0 160 1éo 260 2%0 360 3éo 460 4éo
Abundance #82606: Heptadecane
57 mmmmmmmm
m/z 55.10 22 .34%
5000 85
29
0 \‘ J 11}34141 169 197 240
miz--> 0 §o 160 1éo 260 2%0 360 3éo 460 4éo ' 2150 2140 2160 2180
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM021819\
Data File : BM018840.D

Aca On : 18 Feb 2019 16:11

Operator : JU/SJ

Sample : K1517-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.87 3.86 ng 712651 Chrysene-di12 21.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Docosane. 5-butvl- 366 C26H54 055282-16-1 90
3 Octadecane. 1-iodo- 380 C18H37I 000629-93-6 86
4 Dodecane 170 C12H26 000112-40-3 83
5 2-Thiopheneacetic acid, 4-tetrad... 338 C20H3402S 1000280-67-0 80
Abundance Scan 3193 (21.868 min): BM018840.D (-3190) (-) m/z 57.10 100.00%
57
85
5000 _j\
113 | 21.60 21.80 22.00 22.20
141 207 281
or LA Ma60 207 230 281 395 358 avpast 490 o tUIT070 0 o1 56%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #115570: Heneicosane
57
. |
5000 UL SN SR SR
21.60 21.80 22.00 22.20
m/z 85.05 59.97%
29 113
o ] | 141169197 225 253 296
m/z-> 0 50 100 150 200 250 300 350 400 450 '
Abundance #147094: Docosane, 5-butyl- J
43
71 | 21.60 21.80 22.00 22.20
5000 m/z 43.10 55.92%
126
309
o J 1‘155183211239 280 | 337364
m/z-> 0 50 100 150 200 250 300 350 400 450 '
Abundance #151357: Octadecane, 1-iodo- N N B B L B B
57 21.60 21.80 22.00 22.20
m/z 55.10 23.94%
5000 85
29
o - | [, 155183011 253
m/z-> 0 50 100 150 200 250 300 350 400 450 ' 2160 21.80 22.00 22.20

8270-BM021119.M Tue Feb 19 14:33:08 2019 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM021819\
Data File : BM018840.D

Aca On : 18 Feb 2019 16:11

Operator : JU/SJ

Sample : K1517-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 Octadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.33 5.80 ng 1069300 Chrysene-di12 21.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 90
2 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 90
3 Heptacosane 380 C27H56 000593-49-7 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Docosane 310 C22H46 000629-97-0 86
Abundance Scan 3272 (22.333 min): BM018840.D (-3268) (-) m/z 57.10 100.00%
57
85
5000
113 22,00 22.20 22.40 22.60
141 169
Ol A A L7700, 208 239 281 326 357 403429 460490 | 7 71 10 91.65%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #91036: Octadecane
5000 NSNS AR SRR

22.00 22.20 22.40 22.60
m/z 85.05 59.55%

113 141 169 197 995 254
miz--> 50 100 150 200 250 300 350 400 450

0!

Abundance #123100: Pentadecane, 8-heptyl-

22.00 22.20 22.40 22.60
m/z 43.10 57 .00%

5000

113141 159 210

o 239266 309
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #151556: Heptacosane
57 22.00 22.20 22.40 22.60
m/z 55.05 23.62%
5000
85
29
o V1| ) 118141169197 225253 281 323 351 380
o e e o B A e o e e o N MLBLAL AR I i e e e i R EEEEE SRR e
m/z--> 50 100 150 200 250 300 350 400 450 22.00 22.20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM021819\
Data File : BM018840.D

Aca On : 18 Feb 2019 16:11

Operator : JU/SJ

Sample : K1517-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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-heptyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
22.84 6.67 ng 1005300 Perylene-d12 23.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
2 Octadecane 254 C18H38 000593-45-3 87
3 Hexadecane 226 C16H34 000544-76-3 86
4 Octacosane 394 C28H58 000630-02-4 83
5 Heptacosane 380 C27H56 000593-49-7 74
Abundance Scan 3358 (22.838 min): BM018840.D (-3354) (-) m/z 57.10 100.00%
g7
85
5000
141 22.60 22.80 23.00 23.20
ol b J| L 199107225253 281 326 357 399429 475 | nz7 71.05  90.40%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #123100: Pentadecane, 8-heptyl-
g7
5000 85 LR AU UL NI SR
22.60 22.80 23.00 23.20
29 m/z 85.05 58.77%
ol ) J1}i1f1169 2}0239266 309
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #91036: Octadecane
57
2260 22.80 23.00 23.20
5000 85 m/z 43.05 53.81%

‘j || | 13141 169197 o5 254

P

ol e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #73963: Hexadecane R e A BRBRERE S
57 22.60 22.80 23.00 23.20
m/z 55.05 23.74%
5000 85
29
ol } | { | 8141169 197 226
—- e R AAAREES TS
m/z--> 50 100 150 200 250 300 350 400 450 22. 60 22. 80 23. 00 23 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM021819\
Data File : BM018840.D

Aca On : 18 Feb 2019 16:11

Operator : JU/SJ

Sample : K1517-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 Pentadecane, 8-hexyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.41 6.18 ng 930818 Perylene-di12 23.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 91
2 Heneicosane. 11-(l-ethvlpropvl)- 366 C26H54 055282-11-6 91
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 90
4 Octadecane. 2-methvl- 268 C19H40 001560-88-9 90
5 10-Methylnonadecane 282 C20H42 056862-62-5 90
Abundance Scan 3455 (23.409 min): BM018840.D (-3451) (-) m/z 57.10 100.00%
85
5000
13 23.00 23.20 23.40 23.60 23.80
141169
O b4y .~|!1.1|.J. Li1o397225253280 320358 415 461490 849 | “.,o771 .10 90.80%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #115577: Pentadecane, 8-hexyl-
43
71
5000 ALLUVARSUARU AL
23.00 23.20 23.40 23.60 23.80
m/z 85.10 63.10%
99 27 196
0 {27155 | 225252280
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)-
43
71 23.00 23.20 23.40 23.60 23.80
5000 m/z 43.05 54 _86%
99127
0 l u 155183 225253 295 337
m/z--> 50 160 1éo 200 250 300 350 400 450 500 550
Abundance #123100: Pentadecane, 8-heptyl- R R L e
57 23.00 23.20 23.40 23.60 23.80
m/z 55.10 23.78%
5000 85
o | 13141969 210535566 309 __-¢Ww~V\va LVAKhﬁ_,V,\Wm
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00 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\BM021819\
Data File : BM018840.D

Acq On : 18 Feb 2019 16:11

Operator : JU/SJ

Sample : K1517-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.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... 4.86 4.0 ng 400384 1 7.70 2008190 20.0
unknown? .24 7.24 103.4 ng 10386600 1 7.70 2008190 20.0
n-Hexadecanoic acid 17.99 4.7 ng 956583 4 17.10 4064430 20.0
Octadecanoic acid 19.28 2.4 ng 440031 5 21.30 3689040 20.0
1-Hexadecanesulfo... 21.00 3.5 ng 640161 5 21.30 3689040 20.0
Eicosane 21.44 2.2 ng 398446 5 21.30 3689040 20.0
Heneicosane 21.87 3.9 ng 712651 5 21.30 3689040 20.0
Octadecane 22.33 5.8 ng 1069300 5 21.30 3689040 20.0
Pentadecane, 8-he... 22.84 6.7 ng 1005300 6 23.56 3014590 20.0
Pentadecane, 8-he... 23.41 6.2 ng 930818 6 23.56 3014590 20.0
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