Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Intearation

Intearator:

Smoothing
Sampling

Start Thrs:
Stop Thrs - O

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

LSC Area Percent Report

Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO030119\

BMO18996.

D

01 Mar 2019 20:44

Ju/sJ
K1665-05

13 Sample Multiplier: 1

Parameters: rteint.p

RTE
ON
1
0.2

Peak separation: 5

Filtering: 5

Min Area: 3 % of largest Peak

Max Peaks: 100
Peak Location: TOP

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 5.281 366 373 389 rBVY 6230412 9171846 64.96% 8.725%
2 6.863 634 642 663 rBY 6468951 10368006 73.43% 9.863%
3 7.216 695 702 716 rBVY 6513486 10453007 74.03% 9.944%
4 7.681 774 781 789 rBVY 1093002 1687053 11.95% 1.605%
5 7.998 826 835 848 rBVY 4491314 6940885 49.16% 6.603%
6 8.851 972 980 997 rBVY 3747318 6109778 43.27% 5.812%
7 10.469 1247 1255 1269 rBV 1338421 2326230 16.48% 2.213%
8 12.951 1669 1677 1690 rBV 8386303 12326826 87.31% 11.727%
9 13.798 1815 1821 1831 rBV 511606 760415 5.39% 0.723%
10 14.333 1901 1912 1919 rBV2 2022189 3039708 21.53% 2.892%
11 14.398 1919 1923 1931 rVB 137455 209617 1.48% 0.199%
12 14.739 1973 1981 1990 rBvV 94197 166935 1.18% 0.159%
13 15.386 2086 2091 2101 rVB 151228 237130 1.68% 0.226%
14 15.833 2160 2167 2186 rBVY 7239450 10393406 73.61% 9.887%
15 17.086 2374 2380 2384 rBV2 2340269 3305382 23.41% 3.144%
16 17.127 2384 2387 2396 rVV 624321 888525 6.29% 0.845%
17 17.974 2525 2531 2535 rBV2 497867 710649 5.03% 0.676%
18 18.157 2557 2562 2566 rBvV2 85369 142400 1.01% 0.135%
19 19.151 2723 2731 2739 rBvV 660545 911044 6.45% 0.867%
20 19.262 2745 2750 2759 rBV 151794 243234 1.72% 0.231%
21 19.515 2789 2793 2802 rVB 523266 752726 5.33% 0.716%
22 19.721 2822 2828 2834 rBV 11608870 14119248 100.00% 13.432%
23 20.015 2869 2878 2882 rvB2 101338 202400 1.43% 0.193%
24 20.980 3038 3042 3052 rBV3 522493 715263 5.07% 0.680%
25 21.280 3087 3093 3097 rBVY 2462927 3255418 23.06% 3.097%
26 21.315 3097 3099 3108 rVB 265386 321953 2.28% 0.306%
27 21.415 3113 3116 3123 rBV2 177675 242726 1.72% 0.231%
28 21.850 3187 3190 3194 rVB 238592 252195 1.79% 0.240%
29 22.309 3265 3268 3274 rVB 353148 441371 3.13% 0.420%
30 22.815 3350 3354 3358 rBV 468292 673437 4.77% 0.641%
31 23.380 3446 3450 3455 rBV 260825 367234 2.60% 0.349%
32 23.527 3469 3475 3488 rVB2 1507906 2856841 20.23% 2.718%
33 24.027 3556 3560 3568 rVB 299809 524454 3.71% 0.499%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO30119\
Data File : BM018996.D

Aca On : 01 Mar 2019 20:44

Operator : JU/SJ

Sample : K1665-05

Misc :

ALS Vial : 13 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\HPCHEM1I\BNA M\METHODS\8270-BM021119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 105117342
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO30119\
Data File : BM018996.D

Aca On : 01 Mar 2019 20:44

Operator : JU/SJ

Sample : K1665-05

Misc :

ALS Vial : 13 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

Abundance TIC: BM018996.D
1e+07

8000000

5.28 6.86 7.22
6000000

8.00
4000000 8.85

2000000
7.68 10.47

R T L e e S e e |

Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM018996.D

19.72

1e+07

12.95

8000000 15.83

6000000

4000000

17.09
2000000 14.33

1r.13 19.15 195
1380 .4014.74 15.39 17/'3_5. 16 9. 223 20.02

0 N M A A
LI L L [ L N L L L L L L L L L L L L I L I L L B ) B

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM018996.D

1e+07
8000000
6000000

4000000

21.28
23.53

20987pgg, 2185 2231 2482 233& 24,03

e 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

2000000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO30119\
Data File : BM018996.D

Aca On : 01 Mar 2019 20:44

Operator : JU/SJ

Sample : K1665-05

Misc :

ALS Vial : 13 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 unknown7.22 Concentration Rank 1

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

7.22 123.92 ng 10453000 1,4-Dichlorobenzene-d4 7.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 2-Cvclohexen-1-one 96 C6H80 000930-68-7 11
3 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 703 (7.222 min): BM018996.D (-695) (-) m/z 132.00 100.00%
32
5000 68
6 Trrr|rrrryprrrr|rrrrr|rri
40 ,_ 54 ‘ 75 104 6.80 7.00 7.20 7.40 7.60
o R . L .6?...|....,..5.‘.7,....,.':..,.1.1.5.,....,"...,... m/z 68.10 49.84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
5000 AR AN AR AR
6.80 7.00 7.20 7.40 7.60
33 44 97 105 m/z 134.00 33.19%
51 60 70 78 oo s
Ot e e e e R
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2744: 2-Cyclohexen-1-one
68
6.80 7.00 7.20 7.40 7.60
5000 m/z 66.05 30.82%
96
0 18 % H\ o 81
R AR AR AR AR RAREA RARLS RARRA REARS RAASS LA LARAS RARAS RARAE A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE B B
132 6.80 7.00 7.20 7.40 7.60
m/z 69.10 19.91%
5000
92
65
. 27 39 Ssigg | 7 | B gy |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.0 7.40 7.60
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO030119\
BMO18996.D

01 Mar 2019 20:44

Ju/sJ

K1665-05

13 Sample Multiplier: 1

- C:\DATABASE\NISTO2.L
ion Parameters: LSCINT.P

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

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 n-Hexadecanoic acid

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
17.97 4_.30 ng 710649 Phenanthrene-d10 17.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 n-Hexadec
2 Tridecano

3 Pentadecanoic acid

4 n-Decanoi
5 Undecanoi

256 C16H3202
214 C13H2602
242 C15H3002
172 C10H2002
186 C11H2202

anoic acid
ic acid

c acid
c acid

000057-10-3 98
000638-53-9 87
001002-84-2 80
000334-48-5 59
000112-37-8 38

Abundance

Scan 2530 (17.968 min): BM018996.D (-2525) (-)

5000
192
213
o 1. %5 o3 355
- I T T T T I T T T T T T T T I T
m/z--> 50 100 150 200 250 300 350
Abundance #92226: n-Hexadecanoic acid
43 73
5000
129
97 | 157 185 213 256
oL2 O S e .-
m/z--> 50 100 150 200 250 300 350
Abundance #65565: Tridecanoic acid
73
43
5000 129

171

m/z 73.00 100.00%

17.60 17.80 18.00 18.20

m/z 60.00 71.12%

17. 60 17. 80 18 00 18. 20

m/z 43.10 58.05%

E

17.60 17.80 18.00 18.20

214
PS% l \197

oL 41l H M Ja

T
350

m/z 57.10 52 .40%

%

m/z--> 100 150 200 250 300
Abundance #83686: Pentadecanoic acid T A e e

43 3 17.60 17.80 18.00 18.20

m/z 41.05 48 .36%
5000 129
“ 199 242
157

m/z--> 100 150 200 250 300 350 17. 60 17. 80 18 00 18. 20

8270-BM021119.M Mon Mar

04 17:37:30 2019

Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO30119\
Data File : BM018996.D

Aca On : 01 Mar 2019 20:44

Operator : JU/SJ

Sample : K1665-05

Misc :

ALS Vial : 13 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 Heptafluorobutanoic acid, h... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.98 4.39 ng 715263 Chrysene-di12 21.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 91
2 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 91
3 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 87
4 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 87
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 80
Abundance Scan 3042 (20.980 min): BM018996.D (-3038) (-) m/z 57.10 100.00%
57 g3
5000
111
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—
3 139 208 281 20.60 20.80 21.00 21.20
ol | b7, 107 191209 233252 201302 328 355 | 7, 69.10  82.80%
m/z--> 50 100 150 200 250 300 350
Abundance #164553: Heptafluorobutanoic acid, heptadecy! ester
57
83
5000 PUABUBLUNVARRE B
111 20.60 20.80 21.00 21.20
- m/z 83.10 81.92%
0 L, 139,,169 101210 238 65283
m/z--> 50 100 150 200 250 300 350
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester
43
6 20.60 20.80 21.00 21.20
5000 m/z 43.05 74 .32%
97
oL I A | ) [ 154 183 224 252
m/z--> 50 100 150 200 250 300 350
Abundance #154046: Bromoacetic acid, octadecyl ester T BEms B
43 20.60 20.80 21.00 21.20
69 m/z 71.05 72 .28%
97
5000
121
139
Mulul,.ﬂ,ﬂ G, e 24 2 o
m/z--> 50 100 150 200 250 300 350 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO30119\
Data File : BM018996.D

Aca On : 01 Mar 2019 20:44

Operator : JU/SJ

Sample : K1665-05

Misc :

ALS Vial : 13 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 Pentacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

22.31 2.71 ng 441371 Chrysene-di12 21.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 90
2 Eicosane. 10-methvyl- 296 C21H44 054833-23-7 90
3 Dodecane. 4-methvl- 184 C13H28 006117-97-1 83
4 Heptacosane 380 C27H56 000593-49-7 81
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 72

Abundance Scan 3268 (22.309 min): BM018996.D (-3265) (-) m/z 57.10 100.00%

85
5000

22.00 22.20 22.40 22.60

141 169 197 230258283 329 387 431 475

0 m/z 71.10 94 _.23%
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #142112: Pentacosane
5000 LA L L L L L L LB L |

22.IOO 22.I20 22.I4O 22!60
m/z 85.10 64.12%

113
141169 211 239 267 295 323 352
mz—-> 0 50 100 150 200 250 300 350 400 450

(o]

Abundance #115575: Eicosane, 10-methyl-

:

22.00 22.20 22.40 22.60

5000 85 m/z 43.10 61.40%
113 154
0 . 1183211239 281
e e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #45555: Dodecane, 4-methyl- B B LA
443 71 22.00 22.20 22.40 22.60
m/z 55.10 23.69%
5000
99 141
ol 15 | | 169
-t e
m/z--> 0 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\BMO30119\
Data File : BM018996.D

Aca On : 01 Mar 2019 20:44

Operator : JU/SJ

Sample : K1665-05

Misc :

ALS Vial : 13 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 Heptadecane, 9-octyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.38 2.57 ng 367234 Perylene-d12 23.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 90
3 Octadecane. 2-methvl- 268 C19H40 001560-88-9 90
4 Heneicosane 296 C21H44 000629-94-7 87
5 Hexadecane 226 C16H34 000544-76-3 86
Abundance Scan 3450 (23.380 min): BM018996.D (-3446) (-) m/z 57.10 100.00%
5000 \_A,_,*,\,ﬁﬂ~/\,_**_wﬁ,w/\,\
ISR BN SR
13141469 23.00 23.20 23.40 23.60
Ok 221 263 309 355 403430 475 549 n/z 71.10 97 . 68%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #142113: Heptadecane, 9-octyl-
57
5000 85 AU ABMUARRR S
23.00 23.20 23.40 23.60
m/z 85.10 61.71%
o J1}i1§{169197 239267294323352
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #123100: Pentadecane, 8-heptyl-
57
23.00 23.20 23.40 23.60
5000 85 m/z 43.10 58.46%
29
o | 3141169 219939066 309
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #99487: Octadecane, 2-methyl- A ma s S
57 23.00 23.20 23.40 23.60
m/z 55.05 23.99%
29
oL 11}314116919722 253
m/z--> 5'0 100 150 200 250 300 350 400 450 500 550 23.00 23.20 23.40 23.60

8270-BM021119.M Mon Mar 04 17:37:31 2019 Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO30119\
Data File : BM018996.D

Aca On : 01 Mar 2019 20:44

Operator : JU/SJ

Sample : K1665-05

Misc :

ALS Vial : 13 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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

24.03 3.67 ng 524454 Perylene-di12 23.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Heptacosane 380 C27H56 000593-49-7 87
3 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 83
4 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 80
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 80

Abundance Scan 3561 (24.033 min): BM018996.D (-3556) (-) m/z 57.10 100.00%

85

5000

23.80 24.00 24.20 24.40

141 169 207

253281 324 356 387 416 476

0 m/z 71.10 93.45%
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #115570: Heneicosane
5000 LA B L L L L L

23.80 24.00 24.20 24.40
m/z 85.10 63.78%

141 169197 225 253 296

04
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #151556: Heptacosane
7
e AEREEET e s
23.80 24.00 24.20 24.40
5000 m/z 43.10 54 _.44%
85
29
ol 113 141 169 197 225 253 281 323 351 380
B L L e e e B e o
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)- A e R aa B
43 23.80 24.00 24.20 24.40
m/z 55.10 22.68%
71
5000

%

99
| 127155183 22553 295 337

e A M. e

m/z--> 0 50 100 150 200 250 300 350 400 450 23. 80 24. 00 24 20 24. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO30119\
Data File : BM018996.D

Acq On : 01 Mar 2019 20:44

Operator : JU/SJ

Sample - K1665-05

Misc :

ALS Vial : 13 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown7 .22 7.22 123.9 ng 10453000 1 7.68 1687050 20.0
n-Hexadecanoic acid 17.97 4.3 ng 710649 4 17.09 3305380 20.0
Heptafluorobutano... 20.98 4.4 ng 715263 5 21.28 3255420 20.0
Pentacosane 22.31 2.7 ng 441371 5 21.28 3255420 20.0
Heptadecane, 9-oc... 23.38 2.6 ng 367234 6 23.53 2856840 20.0
Heneicosane 24 .03 3.7 ng 524454 6 23.53 2856840 20.0
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