LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM021819\
Data File : BM018835.D

Aca On : 18 Feb 2019 13:11

Operator : JU/SJ

Sample : K1502-01

Misc :

ALS Vial : 3 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 4.858 296 301 316 rVB 330665 501354 2.43% 0.374%
2 5.299 369 376 394 rBV 7912471 11195446 54.25% 8.348%
3 6.887 637 646 664 rBY 7545593 12564317 60.89% 9.369%
4 7.240 698 706 721 rBVY 8057306 12422892 60.20% 9.263%
5 7.705 778 785 793 rBY 1306889 2059179 9.98% 1.535%
6 8.022 830 839 850 rBVY 5035507 7875911 38.17% 5.873%
7 8.875 976 984 1001 rBVY 4360216 7171729 34.75% 5.348%
8 10.493 1251 1259 1273 rBV 1678065 2873231 13.92% 2.142%
9 12.322 1561 1570 1590 rBV 107809 361820 1.75% 0.270%
10 12.969 1673 1680 1702 rBVY 9279481 13707523 66.43% 10.221%

11 13.816 1818 1824 1837 rBV 343413 551219 2.67% 0.411%
12 14.351 1909 1915 1934 rVB2 2349091 3788183 18.36% 2.825%
13 15.851 2159 2170 2189 rBV 8901724 12799751 62.03% 9.544%
14 17.104 2377 2383 2394 rBV2 3123281 4669401 22.63% 3.482%
15 17.998 2529 2535 2545 rBV 1365279 1883039 9.12% 1.404%

16 19.280 2748 2753 2769 rBV 613388 935391 4_.53% 0.697%
17 19.745 2825 2832 2845 rBV 16676031 20636077 100.00% 15.388%
18 21.004 3041 3046 3057 rBvV 713803 1061786 5.15% 0.792%
19 21.298 3091 3096 3107 rBV 4268880 5332622 25.84% 3.976%
20 21.439 3116 3120 3126 rBV 457638 538325 2.61% 0.401%

21 21.868 3189 3193 3196 rBV 672524 833963 4._.04% 0.622%
22 22.333 3268 3272 3282 rVB 748605 986314 4.78% 0.735%
23 22.462 3291 3294 3302 rVB 333047 391053 1.89% 0.292%
24 22.568 3309 3312 3318 rVB3 188386 248066 1.20% 0.185%
25 22.845 3354 3359 3363 rBvV 922498 1286363 6.23% 0.959%

26 22.898 3364 3368 3377 rVB 513393 917428 4._.45% 0.684%
27 23.410 3451 3455 3461 rVB 573599 917015 4._.44% 0.684%

28 23.557 3473 3480 3492 rVB 2440992 4447497 21.55% 3.316%
29 24.057 3561 3565 3576 rVB 621966 1150751 5.58% 0.858%

Sum of corrected areas: 134107646
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM021819\
Data File : BM018835.D
Aca On : 18 Feb 2019 13:11
Operator : JU/SJ
Sample : K1502-01
Misc :
ALS Vvial : 3 Sample Multiplier: 1
Quant Method : Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM021119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BM018835.D
1.5e+07
1e+07
5.30 689 24
5000000 8.02 3.88
770 10.49
4.86 {
O T e T T
Time--> 3% 4& 4% 5.00 sm 6& em 7m 7.50 &M &% 9& gm mm mm nm 11.50
Abundance TIC: BM018835.D
19.75
1.5e+07
1le+07 12.97 15.85
5000000
17.10
14.35
18.00
Time--> 1zbo 1250 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: BM018835.D
1.5e+07
1le+07
5000000 21.30
23.56
21.87 2 & 23CA 24.06
. 21,00 1%*% A
Time-> 2100 2150 2200 2250 23.00 23.50 2400 2450 2500 2550 26.00 26.50 27.00 27.50 2800 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM021819\
Data File : BM018835.D

Aca On : 18 Feb 2019 13:11

Operator : JU/SJ

Sample : K1502-01

Misc :

ALS Vial : 3 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 6

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

4._86 4.87 ng 501354 1,4-Dichlorobenzene-d4 7.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Guanidine 59 CH5N3 000113-00-8 50
3 4-Methoxv-1-pentene 100 C6H120 098386-09-5 43
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 42
5 Hydrazine, 1,1-bis(l-methylethyl)- 116 C6H16N2 000921-14-2 36

Abundance Scan 301 (4.858 min): BM018835.D (-296) (-) m/z 43.00 100.00%

43
59
5000
101

460 480 500 520

83
0 207 281 m/z 59.10 74.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 LI L L L L L LB L
4.60 4.80 5.00 5.20
m/z 101.10 27 .99%
wl i 83 m
O e P e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #248: Guanidine
43 59
e REEREE mE e
4.60 4.80 5.00 5.20
5000/ 18 m/z 58.05 17.55%
L o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3756: 4-Methoxy-1-pentene B ABREEEEw
59 460 480 500 5.20
m/z 40.95 9.74%
5000
o .\, B o9
e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 4.60 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 : BM018835.D

Aca On : 18 Feb 2019 13:11

Operator : JU/SJ

Sample : K1502-01

Misc :

ALS Vial : 3 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.

7.24 120.66 ng 12422900 1,4-Dichlorobenzene-d4 7.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 2-Cvclohexen-1-one 96 C6H80 000930-68-7 11
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 706 (7.240 min): BM018835.D (-698) (-) m/z 132.00 100.00%
132
5000
o1 207 700 7.20 7.40 7.60
0 A s m/z 68.10 52.05%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U RIS UL IR
7.00 7.20 7.40 7.60
31 51 m/z 134.00 32.80%
0 2
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
700 7.20 7.40 7.60
5000 m/z 66.10 32.35%
33 a4 . 105
O J'l"'w'iq"h' F""‘IJh%%SI" AR DAL UULEL SN
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #2743: 2-Cyclohexen-1-one R Eamaa e
68 7.00 7.20 7.40 7.60
m/z 69.05 21.39%
5000
96
40
27 ‘ 55 81
R s L S s P S L I U UL UL IR
mz-> 20 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\BM021819\
Data File : BM018835.D

Aca On : 18 Feb 2019 13:11

Operator : JU/SJ

Sample : K1502-01

Misc :

ALS Vial : 3 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 Phthalic anhydride Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.32 2.52 ng 361820 Naphthalene-d8 10.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic anhvdride 148 C8H403 000085-44-9 91
2 1.2-Benzenedicarboxvlic acid 166 C8H604 000088-99-3 83
3 Bicvclol4.2.0locta-1.3.5-triene-... 132 C8H402 006383-11-5 83
4 Phthalamic acid 165 C8H7NO3 000088-97-1 83
5 1H-Isoindole-1,3(2H)-dione, 2-(h... 177 C9H7NO3 000118-29-6 78
Abundance Scan 1570 (12.322 min): BM018835.D (-1561) (-) m/z 104.00 100.00%
76 104
5000 /\\\MN_~
50
38 61 148 007 12,00 12.20 12.40 12.60
0 e e e || m/z 76.00  88.52%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22146: Phthalic anhydride
76 104
5000 50 SN BN IR
148 12.00 12.20 12.40 12.60
a8 m/z 50.10 27 .25%
o 14 26 61 | A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33670: 1,2-Benzenedicarboxylic acid
104
76
12.00 12.20 12.40 12.60
5000 50 m/z 74.00 22 .09%
148
0 "'|?§'ﬁ?'“"?%"m‘l""l UL BRI B S S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14004: Bicyclo[4.2.0]octa-1,3,5-triene-7,8-dione
76 0 12.00 12.20 12.40 12.60
104 m/z 75.00 11.33%
50
5000
28 132
0 26 \“ m 61 H 87
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM021819\
Data File : BM018835.D

Aca On : 18 Feb 2019 13:11

Operator : JU/SJ

Sample : K1502-01

Misc :

ALS Vial : 3 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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.00 8.07 ng 1883040 Phenanthrene-d10 17.10
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 64
3 d-Glucitol. 4-0-nonvl- 308 C15H3206 132591-06-1 27
4 Dodecane 170 C12H26 000112-40-3 25
5 Eicosane 282 C20H42 000112-95-8 18

Abundance Scan 2535 (17.998 min): BM018835.D (-2529) (-) m/z 73.00 100.00%

5000

—_

17.60 17.80 18.00 18.20 18.40

o] m/z 60.00 69.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #92226: n-Hexadecanoic acid
43 73
5000 LA INLL B L L L LB L L BB
17. 60 17. 80 18. OO 18. 20 18 40
2 97 129 256 m/z 43.05 57.87%
213
0 1 157 185 239
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #65566: Tridecanoic acid
73
R e RABEE A
43 17.60 17.80 18.00 18.20 18.40
5000 m/z 57.05 52.74%
129
11 214
Tadhds
NI S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121584: d-Glucitol, 4-O-nony!- RS e e
43 71 17.60 17.80 18.00 18.20 18.40

m/z 55.05 49.84%

103
5000

%

291 309
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17. 60 17. 80 18. OO 18. 20 18 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM021819\
Data File : BM018835.D

Aca On : 18 Feb 2019 13:11

Operator : JU/SJ

Sample : K1502-01

Misc :

ALS Vial : 3 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 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.28 3.51 ng 935391 Chrysene-di12 21.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 91
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 87
4 Pentadecanoic acid 242 C15H3002 001002-84-2 83
5 Eicosane 282 C20H42 000112-95-8 60
Abundance Scan 2753 (19.280 min): BM018835.D (-2748) (-) m/z 73.00 100.00%
| -iLL
5000
129
i 185 AL g 10,00 1020 1040 1060
157 213 : : :
0 S O e W B e .l 28 3N "m/z 60.00 69.36%
m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
/8 73
5000 129 SR UARAR SUNRIA BN B
19.00 19.20 19.40 19.60
9 185 oa 284 m/z 43.05 62.68%
o 15 " .115.7| I I2].'3| I 265 \
m/z--> 50 100 1éo 260 250 300 3éo
Abundance #75071: Tetradecanoic acid
73
43 119.00 19.20 19.40 19.60
5000 m/z 57.05 61.27%
129
185 228
\ L |
oL J.\,uL JLALMIHI‘Iﬁﬁll‘IIIII —
m/z--> 50 100 150 200 250 300 350
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethy! ester T T
ile] 19.00 19.20 19.40 19.60
m/z 55.10 53.68%
73
129
97
185
I e o R () UURN AUV
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 : BM018835.D

Aca On : 18 Feb 2019 13:11

Operator : JU/SJ

Sample : K1502-01

Misc :

ALS Vial : 3 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

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 Pentafluoropropionic acid, ... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

2100 3.98ng 1061790  Chrysene-d12 21.30

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Pentafluoropropionic acid. hepta...

2 Trifluoroacetic

acid.

n-octadecyv. ..

3 Heptafluorobutanoic acid. heptad...
4 17-Pentatriacontene

5 1-Octadecanol

402 C20H35F502
366 C20H37F302
452 C21H35F702
491 C35H70

270 C18H380

1000283-04-2 76
079392-43-1 76
1000282-97-3 64
006971-40-0 62
000112-92-5 58

Abundance Scan 3045 (20.998 min): BM018835.D (-3041) (-) m/z 57.10 100.00%
57
83
5000
111
20.60 20.80 21.00 21.20 21.40
I 139 169 207 281
o Ll g . 209 717 238 201 327 357 A0 hsz 71.10  78.73%
m/z--> 50 100 150 200 250 300 350 400
Abundance #156888: Pentafluoropropionic acid, heptadecy! ester
57
83
5000
111 20.60 20.80 21.00 21.20 21.40
m/z 43.10 70.59%

29
139 238
168 210 283
O—r“l—w—r“ -l|-l|--l-l|‘-‘---|=--l-|----|----|----|-
m/z--> 50 100 150 200 250 300 350 400
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester
43

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
69 20.60 20.80 21.00 21.20 21.40
5000 m/z 69.10 57.58%

97
B[ g 130 150 183 24 252
o-——tr ittt
m/z--> 50 100 150 200 250 300 350 400
Abundance : i i

#164553: Heptafluorobutanoic acid, heptadecy! ester R R e e
57 20.60 20.80 21.00 21.20 21.40
m/z 55.10 54.67%

83
5000
111
29 ‘ ‘
139 169 238
0 \‘ || L \ i a 2]\'0 l 283

m/z--> 50 100 150 200 250 300 350 400 20. 60 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 : BM018835.D

Aca On : 18 Feb 2019 13:11

Operator : JU/SJ

Sample : K1502-01

Misc :

ALS Vial : 3 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 14
R.T. EstConc Area Relative to ISTD R.T.
21.44 2.02 ng 538325 Chrysene-di12 21.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 90
3 Octadecane 254 C18H38 000593-45-3 83
4 Heptacosane 380 C27H56 000593-49-7 81
5 Hexadecane 226 C16H34 000544-76-3 80
Abundance Scan 3120 (21.439 min): BM018835.D (-3116) (-) m/z 57.05 100.00%
57
85
5000
113 21.20 21.40 21.60 21.80
141 169 207
- .1.1|,.-l.1. Do 239 281 320 3%8 402430 | sz 71.05  90.19%
m/z--> 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane

5000
21.20 21.40 21.60 21.80

m/z 85.05 58 .53%

141 169 197 225 253

296

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #123100: Pentadecane, 8-heptyl-
57
21.20 21.40 21.60 21.80
5000 a5 m/z 43.10 55.57%
2 113 21 O
o L) l‘ |14 169 230 266 309
m/z--> 50 100 150 200 250 300 350 400
Abundance #91036: Octadecane L I L B N R B
57 21.20 21.40 21.60 21.80
m/z 55.05 24 .11%
5000 85
29 113
ol by ) |77 141,160 107 25 254
m/z--> 50 100 150 200 250 300 350 400 21.20 21. 40 21. 60 21. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM021819\
Data File : BM018835.D

Aca On : 18 Feb 2019 13:11

Operator : JU/SJ

Sample : K1502-01

Misc :

ALS Vial : 3 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 Pentadecane, 8-heptyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.87 3.13 ng 833963 Chrysene-di12 21.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
2 Heneicosane. 11-(1l-ethvlpropvl)- 366 C26H54 055282-11-6 91
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 86
4 Octadecane. l1-iodo- 380 C18H371 000629-93-6 86
5 Octadecane 254 C18H38 000593-45-3 83
Abundance Scan 3193 (21.868 min): BM018835.D (-3189) (-) m/z 57.05 100.00%
g7
85
5000
113 21.60 21.80 22.00 22.20
141
ol A LLLI M 183208 230 281300 a1 dondze 475 | NG o 300
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #123100: Pentadecane, 8-heptyl-
7
5000 85
21.60 21.80 22.00 22.20
29 m/z 85.10 59.81%
o LI MRs1160 210 239066 300
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)-
48
71 21.60 21.80 22.00 22.20
5000 m/z 43.05 56.72%
9 157
oL A J | 57155183 225253 295 337
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #115581: Heptadecane, 2,6,10,15-tetramethyl- e e e B e B e
57 21.60 21.80 22.00 22.20
m/z 55.10 23.54%
5000 85
0 a 1}%141 183 211 239 267 296
m/z--> 50 100 150 200 250 300 350 400 450 ' 2160 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM021819\
Data File : BM018835.D

Aca On : 18 Feb 2019 13:11

Operator : JU/SJ

Sample : K1502-01

Misc :

ALS Vial : 3 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 Eicosane, 9-octyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22.33 3.70 ng 986314 Chrysene-di12 21.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 9-octvl- 394 C28H58 013475-77-9 90
2 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 90
3 Heptacosane 380 C27H56 000593-49-7 87
4 Hexadecane 226 C16H34 000544-76-3 86
5 2-Thiopheneacetic acid, 4-tetrad... 338 C20H3402S 1000280-67-0 86
Abundance Scan 3271 (22.327 min): BM018835.D (-3268) (-) m/z 57.10 100.00%
57
85
5000
113 22.00 22.20 22.40 22.60
141169
o ALt ssorossossoe s a s RO EEROEE
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #155179: Eicosane, 9-octyl-
43
71
5000
22.00 22.20 22.40 22.60
281 m/z 85.10 58.66%
99
o | 127155183711238 | 309336365392
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #123100: Pentadecane, 8-heptyl-
22.00 22.20 22.40 22.60
5000 85 m/z 43.05 56.68%

113 210
141169 239266 309

0!
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #151556: Heptacosane
57 22.00 22.20 22.40 22.60
m/z 55.10 24 .25%
5000
85
29
o J113141169197225253281 323351380
e e A T e T T T e e T T T T T ]
m/z--> 50 100 150 200 250 300 350 400 450 500 550 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 : BM018835.D

Aca On : 18 Feb 2019 13:11

Operator : JU/SJ

Sample : K1502-01

Misc :

ALS Vial : 3 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 12 Dichloroacetic acid, tridec... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.90 4.13 ng 917428 Perylene-di12 23.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. tridecvl ester 310 C15H28C1202 1000280-48-3 80
2 Acetic acid. chloro-. hexadecvl ... 318 C18H35CI02 052132-58-8 80
3 11-Tricosene 322 C23H46 052078-56-5 80
4 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 80
5 Isoheptadecanol 256 C17H360 057289-07-3 72
Abundance Scan 3368 (22.898 min): BM018835.D (-3364) (-) m/z 83.10 100.00%
8B
55
5000
39 207 22.60 22.80 23.00 23.20
167 281
ok 238 323 357 402429 476 549 m/z 69.10 89 _55%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #122698: Dichloroacetic acid, tridecyl ester
43
83
5000
22.60 22.80 23.00 23.20
111 m/z 57.10 86.49%
LU 250e2
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #127051: Acetic acid, chloro-, hexadecy! ester
69
97
22.60 22.80 23.00 23.20
5000{ aff m/z 97.10 83.40%
o ) 154 196224 5g9
m/z--> - gd 100 150 200 250 300 350 400 450 500 550
Abundance #129062: 11-Tricosene
43 22.60 22.80 23.00 23.20
m/z 55.10 74 .92%
5000 83
111
o | 140168196224 266294322
m/z--> §o 160 1éo 200 250 300 3éo 460 4éo 560 séo 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 : BM018835.D

Aca On : 18 Feb 2019 13:11

Operator : JU/SJ

Sample : K1502-01

Misc :

ALS Vial : 3 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 13 Hexadecane, 5-butyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
23.41 4.12 ng 917015 Perylene-di12 23.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 5-butvl- 282 C20H42 006912-07-8 91
2 Tetracosane 338 C24H50 000646-31-1 90
3 Heptacosane 380 C27H56 000593-49-7 87
4 Octadecane. l-iodo- 380 C18H371 000629-93-6 86
5 Octacosane 394 C28H58 000630-02-4 83
Abundance Scan 3455 (23.410 min): BM018835.D (-3451) (-) m/z 57.10 100.00%
sl
85
5000
141169 23.00 23.20 23.40 23.60 23.80
ks ,‘. » 1|, L 5A97225253 281 323 358 417 461489 | o 71,10 92.28%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #107657: Hexadecane, 5-butyl-
43
71
5000
23.00 23.20 23.40 23.60 23.80
126 - m/z 85.10 63.64%
0 9 | 155183 | 253280
m/z--> 50 100 1éo 200 250 300 350 400 450 '
Abundance #136482: Tetracosane
57
85 23.00 23.20 23.40 23.60 23.80
5000 m/z 43.10 56.02%
0 30‘ L L 41.169 197 225 259 261 a0 398
m/z--> 50 100 150 260 250 300 350 400 450 '
Abundance #151556: Heptacosane R e e
57 23.00 23.20 23.40 23.60 23.80
m/z 69.10 23.01%
5000
85
o 201 JJ113141169197225253281 323351 380
m/z--> 50 100 150 200 250 300 350 400 450 ' 23.00 23.20 23.40 23.60 23.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM021819\
Data File : BM018835.D

Aca On : 18 Feb 2019 13:11

Operator : JU/SJ

Sample : K1502-01

Misc :

ALS Vial : 3 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 14 Tetracosane, 1l1-decyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
24 .06 5.17 ng 1150750 Perylene-d12 23.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetracosane. 1l-decvl- 479 C34H70 055429-84-0 90
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 90
4 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 87
5 Docosane 310 C22H46 000629-97-0 86
Abundance Scan 3566 (24.062 min): BM018835.D (-3561) (-) m/z 57.10 100.00%
57
85
5000
—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—ﬁ
113 23.80 24.00 24.20 24.40
141
ok ,H I WML L A R W Ry s s o T 71
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #115570: Heneicosane

23.80 24.00 24.20 24.40
m/z 85.10 59.94%

o 141169197 225253 296

m/iz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #167081: Tetracosane, 11-decyl-

-

23.80 24.00 24.20 24.40
5000 85 m/z 43.10  50.56%

113
|7 141169197 225253 295 337364393420

O e P o T

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #123100: Pentadecane, 8-heptyl- e e
23.80 24.00 24.20 24.40
m/z 69.10 22.79%

%

5000

-

13141 69 210

239266 309
m/z--> 0 50 100 150 200 250 300 350 400 450 500 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\BM021819\
Data File : BM018835.D

Acq On : 18 Feb 2019 13:11

Operator : JU/SJ

Sample - K1502-01

Misc :

ALS Vial : 3 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 4.9 ng 501354 1 7.70 2059180 20.0
unknown? .24 7.24 120.7 ng 12422900 1 7.70 2059180 20.0
Phthalic anhydride 12.32 2.5 ng 361820 2 10.49 2873230 20.0
n-Hexadecanoic acid 18.00 8.1 ng 1883040 4 17.10 4669400 20.0
Octadecanoic acid 19.28 3.5 ng 935391 5 21.30 5332620 20.0
Pentafluoropropio... 21.00 4.0 ng 1061790 5 21.30 5332620 20.0
Heneicosane 21.44 2.0 ng 538325 5 21.30 5332620 20.0
Pentadecane, 8-he... 21.87 3.1 ng 833963 5 21.30 5332620 20.0
Eicosane, 9-octyl- 22.33 3.7 ng 986314 5 21.30 5332620 20.0
Dichloroacetic ac... 22.90 4.1 ng 917428 6 23.56 4447500 20.0
Hexadecane, 5-butyl- 23.41 4.1 ng 917015 6 23.56 4447500 20.0
Tetracosane, 11-d... 24.06 5.2 ng 1150750 6 23.56 4447500 20.0
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