LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO011119\
Data File : BM018539.D

Aca On : 11 Jan 2019 17:57

Operator : JU/SJ

Sample : K1119-07

Misc :

ALS Vial : 5 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

4.893 302 307 318 rVB 243827 363227 1.80% 0.275%
5.345 377 384 400 rBV 5486728 8122881 40.21% 6.141%
5694546 9276786 45.92% 7.014%
7.292 707 715 723 rBV 5943592 9501379 47.03% 7.184%
7.757 787 794 800 rBV 1042942 1661347 8.22% 1.256%
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8.075 840 848 859 rVvB 4287458 6891043 34.11% 5.210%
8.922 984 992 1006 rBV 3448262 5695331 28.19% 4 _.306%
1411600 2340428 11.59% 1.769%
13.021 1682 1689 1696 rBY 8299970 11979931 59.30% 9.057%
13.204 1710 1720 1728 rBV2 169521 321849 1.59% 0.243%
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11 13.280 1728 1733 1738 rBV 258553 426162 2.11% 0.322%
12 13.863 1823 1832 1837 rBV 2380497 3287380 16.27% 2.485%
13 14.286 1898 1904 1912 rBV 289268 404381 2.00% 0.306%
14 14.404 1918 1924 1932 rVB2 2224545 3464898 17.15% 2.620%
15 15.239 2061 2066 2070 rVB 318830 376903 1.87% 0.285%

16 15.639 2126 2134 2139 rBV2 99691 218664 1.08% 0.165%
17 15.898 2168 2178 2193 rBV 8486851 11872575 58.77% 8.976%
18 16.104 2208 2213 2223 rBV 343862 654443 3.24% 0.495%
19 16.898 2343 2348 2352 rBV 320575 385547 1.91% 0.291%
20 17.156 2385 2392 2397 rBV 3101046 4506552 22.31% 3.407%

21 17.639 2469 2474 2478 rBV 294454 370966 1.84% 0.280%
22 18.039 2537 2542 2554 rBV 1266202 1921352 9.51% 1.453%
23 18.327 2587 2591 2597 rBV 289488 361417 1.79% 0.273%
24 18.968 2695 2700 2702 rBV 297680 363935 1.80% 0.275%
25 19.215 2737 2742 2747 rVB 172719 277176 1.37% 0.210%

26 19.321 2756 2760 2772 rBV 402707 693125 3.43% 0.524%
27 19.550 2795 2799 2802 rBV 260147 324112 1.60% 0.245%
28 19.580 2802 2804 2810 rVB2 176233 248194 1.23% 0.188%
29 19.786 2833 2839 2844 rBV 16454868 20201380 100.00% 15.273%
30 20.086 2887 2890 2894 rVB 283977 292080 1.45% 0.221%

31 20.580 2971 2974 2978 rVB 288658 317199 1.57% 0.240%
32 21.044 3049 3053 3064 rBV 1858607 2243986 11.11% 1.697%
33 21.344 3098 3104 3109 rBV 5157479 6819428 33.76% 5.156%
34 21.486 3124 3128 3134 rBV 529293 577324 2.86% 0.436%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO011119\
Data File : BM018539.D

Aca On : 11 Jan 2019 17:57

Operator : JU/SJ

Sample : K1119-07

Misc :

ALS Vial : 5 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

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

Method
Title

35 21.927 3199 3203 3209 rBV2 556872 871354 4_.31% 0.659%

36 22.391 3279 3282 3288 rBV 614179 795719 3.94% 0.602%
37 22.909 3366 3370 3375 rBV 692331 1077292 5.33% 0.814%
38 23.491 3464 3469 3474 rBvV 516134 876150 4_.34% 0.662%
39 23.632 3486 3493 3504 rVB 3864529 7594932 37.60% 5.742%
40 24.150 3577 3581 3588 rVB 602388 1049833 5.20% 0.794%

41 24.244 3593 3597 3608 rVB4 365656 770881 3.82% 0.583%
42 26.132 3913 3918 3929 rVB3 931134 2466473 12.21% 1.865%

Sum of corrected areas: 132266015
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO11119\
Data File : BM018539.D

Aca On : 11 Jan 2019 17:57

Operator : JU/SJ

Sample : K1119-07

Misc :

ALS Vvial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\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
Abundance TIC: BM018539.D
1.5e+07
1le+07
5.35 6.93 7.29
5000000 8.07
8.92
776 10.55
4.89 J\
(0 R ELL AL I e e e e e o B e e e L LA B e e O N
Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM018539.D
19.79
1.5e+07
1le+07
13.02 15.90
5000000
17.16
13.86 14.40
{ 18.04
. ; 20.09 20.
N N N O o -1 | S ]| Mot S | Sl
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: BM018539.D
1.5e+07
1le+07
21.34
5000000 23.63
21.04
149 21.93 2239 2291 23 2‘%4.@4 26,13
__~Jk_____/\_/w_ﬂ« A VN
O L B B e o B L B e o o e o L I B e e B
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 24.50 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\HPCHEMI\BNA M\DATA\BMO011119\
Data File : BM018539.D

Aca On : 11 Jan 2019 17:57

Operator : JU/SJ

Sample : K1119-07

Misc :

ALS Vial : 5 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 unknown4.89 Concentration Rank 6

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

4.89 4_.37 ng 363227 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 307 (4.893 min): BM018539.D (-302) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 e
460 4.80 5.00 5.20
83.1
....,....',lu:..~:|,....,-....-,|....,.1.3.2:9,....,....,.1.9.3-.0, m/z 59.10 56.92%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl- }\\
43.0
w000 0 iR Tk sho 5k
0
150 1010 m/z 101.10 23.04%
wl , 830 |
miz--> 20 40 60 80 100 120 140 160 180
Abundance #3950: 2,3-Butanedione, monooxime
43.0
460 480 500 520
5000 m/z 58.10 13.19%
101.0
15.0 58.0
Ll 84.0 |
s H e i ot i o o
Abundance #3099: 5-Hexen-2-one A A EE e eamat e
43.0 460 4.80 5.00 5.20
m/z 41.05 10.32%
""l??e"f"ﬁgf{"'ﬁ%q ?ﬁf{" S DN DA DL W U N R R
m/z--> 20 40 60 80 100 120 140 160 180 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO011119\
Data File : BM018539.D

Aca On : 11 Jan 2019 17:57

Operator : JU/SJ

Sample : K1119-07

Misc :

ALS Vial : 5 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.

7.29 114.38 ng 9501380 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 17
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 715 (7.292 min): BM018539.D (-707) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.0 HRSE SR S R L
400 540 7.00 7.20 7.40 7.60
....,...:l'!...,::..,::]n.',..@'f’....,..!.,’.1??:?.1.1.6.-,9....,-'...,.1.‘?7.-,2... m/z 68.10 34.95%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 A AR RARRS R AR
7.00 7.20 7.40 7.60
310 510 m/z 134.00 32.40%
'“'l'”WJ'WL“'w'“l“?hq“'w'“l““l“'w'“' T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0
700 7.20 7.40 7.60
5000 m/z 66.10 23.98%
33.0 44.0 00 105.0
800700 | | so |
miz--> 3 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal R e e e
132.0 7.00 7.20 7.40 7.60
m/z 69.10 15.36%
5000 67.0
41.0 97.0
53.0
‘ 79.0 117.0
'“'V'WMA'ﬁ““'w“”h”uh“““wﬂh }R?R'i\“'w‘“'w'“l“' R N L L IR
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO011119\
Data File : BM018539.D

Aca On : 11 Jan 2019 17:57

Operator : JU/SJ

Sample : K1119-07

Misc :

ALS Vial : 5 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 m-Isopropoxyaniline Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.28 2.46 ng 426162 Acenaphthene-d10 14.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 m-I1sopropoxvaniline 151 C9H13NO 041406-00-2 64
2 Pvridine. 2-butvl-. 1-oxide 151 C9H13NO 031396-32-4 59
3 Butanamide. N-acetvl-N-(4-hvdrox... 221 C12H15NO03 1000107-08-7 59
4 Metacetamol 151 C8HONO2 000621-42-1 59
5 Acetamide, N-(2-hydroxyphenyl)- 151 C8HONO2 000614-80-2 45
Abundance Scan 1733 (13.280 min): BM018539.D (-1728) (-) m/z 43.05 100.00%
43.0 109.1
151.1
5000
85.1 SR AR SN BN B
133.0 169.0 13.00 13.20 13.40 13.60
e .',|~. o, "I-. .-,'-.|.-.'|. bl b e 01207 m/z 109.10 83.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23822: m-Isopropoxyaniline
109.0
5000 SR AU SN BN SR
151.0 13.00 13.20 13.40 13.60
' m/z 151.05 54 _30%
80.0
150 410 630 o
m/z--> 20 40 60 80 100 120 150 160 180 200 220
Abundance #23843: Pyridine, 2-butyl-, 1-oxide
109.0
13.00 13.20 13.40 13.60
5000 151.0 m/z 41.10 23.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #69974: Butanamide, N-acetyl-N-(4-hydroxyphenyl)- R B
109.0 13.00 13.20 13.40 13.60
m/z 85.10 15.69%
5000 151.0
43.0
260 | , M0 915 | 1280 | 1920 2210
m/z--> 20 40 60 éo 100 120 140 160 180 200 250 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO011119\
Data File : BM018539.D

Aca On : 11 Jan 2019 17:57

Operator : JU/SJ

Sample : K1119-07

Misc :

ALS Vial : 5 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 5 Pentadecane Concentration Rank 12

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

14.29 2.33 ng 404381 Acenaphthene-d10 14.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 93
2 Hexadecane 226 C16H34 000544-76-3 90
3 Tetradecane 198 C14H30 000629-59-4 83
4 Nonadecane 268 C19H40 000629-92-5 74

5 Tridecane, 7-propyl- 226 Cl16H34 055045-09-5 72
Abundance Scan 1905 (14.292 min): BM018539.D (-1898) (-) m/z 57.10 100.00%
51.1
| 114,00 14.20 14.40 14.60
112.1 140.2 165.9 212.2 : : : :
,,! 188.1 m/z 43.05 76.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64574: Pentadecane
57.0
85.0
5000 LA L L L L LB
14.00 14.20 14.40 14.60
29.0 m/z 71.10 56.79%
113.0
...,.l....,....|,..n,.,u!...l,....,...lf‘,l.f’..199.9.... R eererrererree
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73967: Hexadecane
57.0
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—
14.00 14.20 14.40 14.60
5000 85.0 m/z 41.10 47 .88%
29.0 ‘
A L |0 a0 a0 se70 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55008: Tetradecane L e L B
57.0 14.00 14.20 14.40 14.60
m/z 85.05 44 _22%
5000 85.0
29.0
T “ I 1 : T “|113(|) O 1890 1 1
lllllllllllllllllllllllllllllllllllllllllllllllllllllllll —v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO011119\
Data File : BM018539.D

Aca On : 11 Jan 2019 17:57

Operator : JU/SJ

Sample : K1119-07

Misc :

ALS Vial : 5 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 Tridecane, l-iodo- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.24 2.18 ng 376903 Acenaphthene-d10 14.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 1-i1odo- 310 C13H271 035599-77-0 91
2 Hexadecane 226 C16H34 000544-76-3 87
3 Eicosane 282 C20H42 000112-95-8 87
4 Pentadecane 212 C15H32 000629-62-9 87
5 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 87

Abundance Scan 2066 (15.239 min): BM018539.D (-2061) (-) m/z 57.10 100.00%

57.1
5000 '

15.00 15.20 15.40 15.60
m/z 43.10 80.68%

1131 141.2 169.1 196.2 226.4

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #122578: Tridecane, 1-iodo-
57.0
5000 . LIRS
850 15.00 15.20 15.40 15.60
28.0 ‘ 183.0 m/z 71.10 66.00%
113 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #73963: Hexadecane
57.0
I I REREE Ea e s S
15.00 15.20 15.40 15.60
5000 m/z 85.05 50.06%
85.0
29.0
| L I o 411301410 169.0 197.0 226.0
e e e e e e e T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107651: Eicosane  EBAREREERE S e S
57.0 15.00 15.20 15.40 15.60

m/z 41.10 48 .60%

5000

[e0]
a1
o

290‘

| ) 1301410 169.0 197.0 2250 253.0 282.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.00 15 20 15. 40 15 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO011119\
Data File : BM018539.D

Aca On : 11 Jan 2019 17:57

Operator : JU/SJ

Sample : K1119-07

Misc :

ALS Vial : 5 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 Nonadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.10 2.90 ng 654443 Phenanthrene-d10 17.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Tetradecane 198 C14H30 000629-59-4 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Pentadecane 212 C15H32 000629-62-9 90
5 Heptadecane 240 C17H36 000629-78-7 86

Abundance Scan 2212 (16.098 min): BM018539.D (-2208) (-) m/z 57.10 100.00%

57.1

5000

H

15.80 16.00 16.20 16.40
m/z 43.10  77.96%

| 113.1 1411 168.0191.0214.1 240.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #99476: Nonadecane
57.0
5000 TT TTTT llllllll TT T T
15. 80 16. 00 16 20 16. 40
29.0 m/z 71.10 63.76%
113.0 141.0 169.0 197.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #55008: Tetradecane
57.0
R EAREEER SRS L
15.80 16.00 16.20 16.40
5000 85.0 m/z 85.10 42 .52%
29.0
b L L om0 e 180
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane R e e AR RE et
57.0 15.80 16.00 16.20 16.40
m/z 41.05 40.99%
85.0
5000
29.0 113.0
20 || 30 1430 1600 1670 2250 ps30 2960
B O O L B o e EANERASRS ALy R EEEa L N B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15. 80 16. 00 16 20 16. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO011119\
Data File : BM018539.D

Aca On : 11 Jan 2019 17:57

Operator : JU/SJ

Sample : K1119-07

Misc :

ALS Vial : 5 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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.04 8.53 ng 1921350 Phenanthrene-d10 17.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 Undecanoic acid 186 C11H2202 000112-37-8 83
5 Pentadecanoic acid 242 C15H3002 001002-84-2 81
Abundance Scan 2542 (18.039 min): BM018539.D (-2537) (-) m/z 73.10 100.00%
431 731
5000 129 1 JL
1571 2132 LB B B o
1. 185 2 | 262 . a0 1780 18,00 1820 18.40
A VU SRR .~ BN -7 m/z 43.10 94.67%
m/z--> 50 100 150 200 250 300 350
Abundance #92228: n-Hexadecanoic acid
430 73.0
5000 256.0 L S BRI N B
mo ﬂmmmmmmm
213.0 m/z 60.00 82.34Y%
1Q1.0 15701850 |
m/z--> 150' . 60' B '2éo' B '360' ' "3éo'
Abundance #65565: Tridecanoic acid
73.0
43.0 " 17.80 18.00 18.20 18.40
5000 129.0 m/z 41.10 81.59%
171.0
el | [ 20
I‘\I IH \Iil J “ h\ il | It I‘I I{I — ———t ——r— :
m/z--> 50 100 150 200 250 300 350
Abundance #75071: Tetradecanoic acid AR L EEa T e S
73.0 17.80 18.00 18.20 18.40
43.0 m/z 57.10 69.69%
5000 129.0
‘ 185.0 228.0
99.0
I“I T y .I\I‘mlﬁlt M‘:”ﬁ |‘1|5‘7|C“)|‘ |“| o l: : ———t — e SR et
m/z--> 50 100 150 200 250 300 350 1780 1800 1820 1840
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO011119\
Data File : BM018539.D

Aca On : 11 Jan 2019 17:57

Operator : JU/SJ

Sample : K1119-07

Misc :

ALS Vial : 5 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 Octadecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
19.32 2.03 ng 693125 Chrysene-di12 21.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 64
Abundance Scan 2760 (19.321 min): BM018539.D (-2756) (-) m/z 73.05 100.00%
5000 129.1
185.0 241.2
284.3 AR B U B
) 57 13.2 \ 19.00 19.20 19.40 19.60
Bl 2579 | o2 | L 81 w7 4310 99.13%
m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
5000 129.0 e o o PSS,
19. oo 19 20 19. 40 19 60
1850 o410 2840 m/z 59.95  78.03%
e | o | | -
m/z--> 150 200 250 300 350
Abundance #65566: Tridecanoic acid
73.0
43.0 19.00 19.20 19.40 19.60
5000 m/z 57.10 75 .45%
129.0
1710 2140
1 T
m/z--> 50 100 150 200 250 300 350
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester e mm e EE B
43.0 19.00 19.20 19.40 19.60
m/z 41.10 72.97%
73.0
129.0
185.0
213.0241.0
||||'J “F-q\tﬂ ‘\ \1570 I\II‘I\II‘ ‘|||{||||||||37|2'|0 R
m/z--> 50 o 150 200 250 300 350 19. oo 19 20 19. 40 19 60

8270-BM010919.M Sat Jan 12 01:26:10 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO011119\
Data File : BM018539.D

Aca On : 11 Jan 2019 17:57

Operator : JU/SJ

Sample : K1119-07

Misc :

ALS Vial : 5 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 Octadecane, 1-(ethenyloxy)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.04 6.58 ng 2243990 Chrysene-di12 21.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 1-(ethenvloxv)- 296 C20H400 000930-02-9 91
2 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 91
3 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
4 17-Pentatriacontene 491 C35H70 006971-40-0 91
5 1-Octadecene 252 C18H36 000112-88-9 91
Abundance Scan 3052 (21.039 min): BM018539.D (-3049) (-) m/z 43.10 100.00%
43.
83.1
5000
25.1 2030 21,00 21120 2140
207.0 : : : :
[ 168.2 241.0277.0 326.1 430.1 m/z 57.10 98 . 00%
m/z--> 50 100 150 200 250 300 350 400
Abundance #115548: Octadecane, 1-(ethenyloxy)-
57.0
20.80 21.00 21.20 21.40
m/z 55.05 83.51%
18.4_ 38.0 180.0 222.0 281.0
m/z--> 55 100 150 200 250 300 350 400
Abundance #156888: Pentafluoropropionic acid, heptadecy! ester
57.0
97.0 " 20.80 21.00 21.20 21.40
5000 J m/z 83.10 77.51%
J J l ‘ ) 100 1820 2380 2830
m/z--> 55 160 1%0 260 250 360 3%0 460
Abundance #93396: Ethanol, 2-(tetradecyloxy)- BEENEEEEE D e e
57.0 20.80 21.00 21.20 21.40
m/z 97.10 68.07%
5000 97.0
196.0
m/z--> 50 100 150 200 250 300 350 400 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO011119\
Data File : BM018539.D

Aca On : 11 Jan 2019 17:57

Operator : JU/SJ

Sample : K1119-07

Misc :

ALS Vial : 5 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 10
R.T. EstConc Area Relative to ISTD R.T.
21.93 2.56 ng 871354 Chrysene-di12 21.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 90
2 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 90
3 Docosane 310 C22H46 000629-97-0 90
4 Heneicosane. 11-(l1-ethvipropvl)- 366 C26H54 055282-11-6 90
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 3204 (21.933 min): BM018539.D (-3199) (-) m/z 57.10 100.00%
57.1
5000
| u a1 21'60 21.80 22.00 22.20
191.0 : : : :
oL A ‘|| L 22nn2eol 2821 32313581 4162 | ns07 43 10 73.02%
m/z--> 50 100 150 200 250 300 350 400
Abundance #91037: Octadecane
57.0
5000 U BN B U R
mmmmnmnm
1 m/z 71.10 71.79%
,.,,I,J,,,,JIJ,.%“%I‘{ B30 A
m/z--> 50 100 150 200 250 300 350 400
Abundance #82616: Tetradecane, 2,6,10-trimethyl-
57.0
21'60 21.80 22.00 22.20
5000 m/z 85.05 54 _.51%
113.0 155.0
...‘,‘.J.H.-”,..“..,i...i.,.zz.S.'O. e
m/z--> 50 100 150 200 250 300 350 400
Abundance #123096: Docosane T TR T T
57.0 21.60 21.80 22.00 22.20
m/z 41.10 30.46%
5000
99.0
| Lyl ] 1%0 1830 2390 8100
i T T e A A A" 21'60 21.80 22.00 22.20 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO011119\
Data File : BM018539.D

Aca On : 11 Jan 2019 17:57

Operator : JU/SJ

Sample : K1119-07

Misc :

ALS Vial : 5 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 Heptadecane, 9-octyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

22.39 2.33 ng 795719 Chrysene-di12 21.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Docosane. 7-hexvl- 394 C28H58 055373-86-9 91
5 Heneicosane, l1ll-decyl- 437 C31H64 055320-06-4 91

Abundance Scan 3282 (22.391 min): BM018539.D (-3279) (-) m/z 57.10 100.00%

57.1

F

5000
o 22.00 22.20 22.40 22.60 22.80
41.1 183.2 281.1 : : : : :
O k4 ll L34-118322051 28113231  387.0 4320 4891 4370 72.05%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #142113: Heptadecane, 9-octyl-
57.0
5000 TT T T [T T T T[T T T T[T TT T[T
22. 00 22. 20 22. 40 22 60 22. 80
9.0 m/z 71.10 68.62%
: 239.0
J | 14101830 % 281.0 323.0
e o o L A o e e e o S AR
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #160628: Triacontane
57.0
T T T T T
22.00 22.20 22.40 22.60 22.80
5000 m/z 85.10 50.87%
9.0

| | 14101830 2250267.0300.0 351.0  422.0

m/z--> 0 50 100 150 200 250 300 350 400 450

F

Abundance #115570: Heneicosane B e e A
57.0 22.00 22.20 22.40 22.60 22.80
m/z 41.10 28.76%
5000
9.0

15.0 || 141018302250 2960
,,,,,,,,,, e
m/z--> 0 50 100 150 200 250 300 350 400 450 22. 00 22. 20 22. 40 22 60 22. 80

8270-BM010919.M Sat Jan 12 01:26:13 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO011119\
Data File : BM018539.D

Aca On : 11 Jan 2019 17:57

Operator : JU/SJ

Sample : K1119-07

Misc :

ALS Vial : 5 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 13 Heptacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.91 2.84 ng 1077290 Perylene-di12 23.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Octacosane 394 C28H58 000630-02-4 90
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 3370 (22.909 min): BM018539.D (-3366) (-) m/z 57.10 100.00%
57.1
e L\,ﬁ—avﬁ,\,/\m_ﬁ,.w~Ad\N
oL 22.60 22.80 23.00 23.20
41.2  207.0 : : : .
o ALLLLIE?, 270051 00083572 done 4761 8380 20 70 170
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #151555: Heptacosane
57.0
5000 IR AU LR
nmnmmmmm
9.0 m/z 71.10 69.97%
15.4 jJ}4}9%8§0225026703090 380.0
miz--> 0 55 160 1éo 200 250 300 3éo 460 4éo 560 !
Abundance #155178: Octacosane
2260 780 73100 2320
5000 m/z 85.10 53.16%

141.0183.0225.0 281.0 337.0 394.0
miz—-> 0 50 100 150 200 250 300 350 400 450 500

%

Abundance #142113: Heptadecane, 9-octyl- T T T P T T
7.0 22.60 22.80 23.00 23.20
m/z 41.05 25.52%
9.0
| 14101830 2390541 93030
m/z--> 0 50 100 150 200 250 300 350 400 450 500 22 60 22. 80 23. OO 23 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO011119\
Data File : BM018539.D

Aca On : 11 Jan 2019 17:57

Operator : JU/SJ

Sample : K1119-07

Misc :

ALS Vial : 5 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 16 Z-5-Nonadecene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
24 .24 2.03 ng 770881 Perylene-d12 23.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Z-5-Nonadecene 266 C19H38 1000131-11-8 87
2 1-Docosene 308 C22H44 001599-67-3 81
3 9-Nonadecene 266 C19H38 031035-07-1 72
4 17-Pentatriacontene 491 C35H70 006971-40-0 68
5 1-Heneicosanol 312 C21H440 015594-90-8 64
Abundance Scan 3596 (24.238 min): BM018539.D (-3593) (-) m/z 97.10 100.00%
431 971
5000 WM‘\A‘
R A SRR B B
41.2 193.0 2821 3440 4170 24.00 24.20 24.40 24.60
L i.l.'l,tw-.‘ Lo GR0a 200 0. 8083 "wm/z 57.10 87.21%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #98172: Z-5-Nonadecene
58.0 97.0
5000 R AN SRR B B
24.00 24.20 24.40 24.60
266.0 m/z 43.10 86.00%
1390 182.0994,0
miz--> 0 56 160 1éo 200 250 300 3éo 460 4éo 560
Abundance #121981: 1-Docosene
54.0
97.0 " 24.00 24.20 24.40 24.60
5000 m/z 83.10 84 .79%
14.q | 1%3%01810 308.0
m/z--> 6 56 160 1éo 200 250 300 3éo 460 4éo 560
Abundance #98168: 9-Nonadecene A R BEE BEE S
5.0 24.00 24.20 24.40 24.60
m/z 55.10 81.29%
7.0
14.0 || | 13901679 2660
m/z--> c') 5'0 1(')0 150 200 250 300 3éo 4(')0 4&'30 5(')0 ! 24.'00 24.'20 24.'40 24.|60

8270-BM010919.M Sat Jan 12 01:26:15 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO011119\
Data File : BM018539.D

Aca On : 11 Jan 2019 17:57

Operator : JU/SJ

Sample : K1119-07

Misc :

ALS Vial : 5 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 17 unknown26.13 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
26.13 6.50 ng 2466470 Perylene-d12 23.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.5.5.8a-Tetramethvl-6.7.8.8a-te... 204 C14H200 124957-09-1 49
2 D-Friedoolean-14-ene. 3-methoxv-... 440 C31H520 014021-23-9 46
3 1.4-Dimethvl-8-isopropvlidenetri... 204 C15H24 1000140-07-7 46
4 1H-3a.7-Methanoazulene. 2.3.6.7.... 204 C15H24 000560-32-7 43
5 Naphthalene, 1,2,3,5,6,7,8,8a-oc... 204 C15H24 004630-07-3 43
Abundance Scan 3918 (26.132 min): BM018539.D (-3913) (-) m/z 204.20 100.00%
204.2
135.1
5000 69.0
269.2
16.3
3035 25.80 26.00 26.20 26.40
4404 493.2635.0 m/z 135.10  60.24%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #58594: 2,5,5,8a-Tetramethyl-6,7,8,8a-tetrahydro-5H-naphth. ..
1350 2040
91.0
5000 SRAARUABSUNBS AR
41.0 2580 26.00 26.20 26.40 |
m/z 121.10 45 .84%
'l_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_rl—rr
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #163258: D-Friedoolean-14-ene, 3-methoxy-, (3.beta.)-
204.0
440.0 LA AR SO B
25.80 26.00 26.20 26.40
5000 316.0 m/z 69.05 44 .56%
69.0 135.0 26
B TRTTTTWRY 0 el . T A
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #58755: 1,4- Dlmethyl 8-isopropylidenetricyclo[5.3.0.0(4,10... A E e
204, 25.80 26.00 26.20 26.40
m/z 189.10 37.23%
5000
41.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 2580 26,00 26.20 26.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO011119\
Data File : BM018539.D

Acq On : 11 Jan 2019 17:57

Operator : JU/SJ

Sample - K1119-07

Misc :

ALS Vial : 5 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]
unknown4 .89 4.89 4.4 ng 363227 1 7.76 1661350 20.0
unknown7 .29 7.29 114.4 ng 9501380 1 7.76 1661350 20.0
m-1sopropoxyaniline 13.28 2.5 ng 426162 3 14.40 3464900 20.0
Pentadecane 14.29 2.3 ng 404381 3 14.40 3464900 20.0
Tridecane, 1-iodo- 15.24 2.2 ng 376903 3 14.40 3464900 20.0
Nonadecane 16.10 2.9 ng 654443 4 17.16 4506550 20.0
n-Hexadecanoic acid 18.04 8.5 ng 1921350 4 17.16 4506550 20.0
Octadecanoic acid 19.32 2.0 ng 693125 5 21.34 6819430 20.0
Octadecane, 1-(et... 21.04 6.6 ng 2243990 5 21.34 6819430 20.0
Octadecane 21.93 2.6 ng 871354 5 21.34 6819430 20.0
Heptadecane, 9-oc... 22.39 2.3 ng 795719 5 21.34 6819430 20.0
Heptacosane 22.91 2.8 ng 1077290 6 23.63 7594930 20.0
Z-5-Nonadecene 24 .24 2.0 ng 770881 6 23.63 7594930 20.0
unknown26.13 26.13 6.5 ng 2466470 6 23.63 7594930 20.0
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