LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011619\
Data File : BM018579.D

Aca On : 16 Jan 2019 12:01

Operator : JU/SJ

Sample : K1139-01

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-BM010919 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 4.887 300 306 313 rVB 264453 357352 1.23% 0.232%
2 5.340 376 383 390 rBVY 4119437 5731903 19.72% 3.719%
3 6.928 643 653 665 rVB 3940848 6436693 22.14% 4.177%
4 7.281 706 713 722 rBV 4283143 6646535 22.86% 4.313%
5 7.745 786 792 798 rBVY 1335381 2080111 7.16% 1.350%
6 8.063 839 846 856 rBVY 3145513 4991414 17.17% 3.239%
7 8.910 982 990 1007 rVB 2573714 4363281 15.01% 2.831%
8 10.534 1260 1266 1273 rBY 1660894 2759516 9.49% 1.791%
9 13.010 1680 1687 1695 rBVY 5354104 7480283 25.73% 4 .854%
10 13.851 1824 1830 1837 rBVY 1699382 2400593 8.26% 1.558%

11 14.292 1899 1905 1915 rVB 231794 524278 1.80% 0.340%
12 14.392 1916 1922 1929 rVB2 2373680 3636725 12.51% 2.360%
13 15.886 2171 2176 2185 rVB 3500958 4700046 16.17% 3.050%
14 16.174 2221 2225 2235 rVB 435826 757600 2.61% 0.492%
15 16.533 2281 2286 2295 rVB2 927048 1591748 5.48% 1.033%

16 17.145 2384 2390 2395 rBV 3087852 4333885 14.91% 2.812%
17 17.804 2498 2502 2508 rVB 389030 484674 1.67% 0.315%
18 18.051 2529 2544 2560 rVB 10336990 21302889 73.28% 13.823%
19 18.321 2585 2590 2594 rBV 1333337 2242955 7.72% 1.455%
20 18.368 2594 2598 2610 rVB 1671475 2787966 9.59% 1.809%

21 19.115 2721 2725 2730 rBV 763763 1008431 3.47% 0.654%
22 19.198 2736 2739 2748 rVB2 1305556 1806869 6.22% 1.172%
23 19.333 2751 2762 2781 rVB 15392087 29070506 100.00% 18.864%
24 19.492 2783 2789 2794 rBV 974227 2309968 7.95% 1.499%
25 19.774 2832 2837 2843 rVB 7596006 9078467 31.23% 5.891%

26 20.545 2961 2968 2977 rVB2 840027 2146001 7.38% 1.393%
27 21.033 3047 3051 3056 rBvV 623943 775282 2.67% 0.503%
28 21.333 3097 3102 3115 rVB2 4575828 6886646 23.69% 4._.469%
29 21.468 3122 3125 3130 rVB 366654 408823 1.41% 0.265%
30 21.909 3197 3200 3205 rVB 580120 623950 2.15% 0.405%

31 22.086 3224 3230 3241 rVB 1138401 2403948 8.27% 1.560%
32 22.380 3276 3280 3286 rVB 962788 1362185 4.69% 0.884%
33 22.509 3299 3302 3306 rVB 267299 309042 1.06% 0.201%
34 22.892 3362 3367 3370 rBV 1344842 2370110 8.15% 1.538%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011619\
Data File : BM018579.D

Aca On : 16 Jan 2019 12:01

Operator : JU/SJ

Sample : K1139-01

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 - 0 Peak Location: TOP

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

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

Method
Title

35 23.468 3460 3465 3479 rVB 1023677 1883270 6.48% 1.222%
36 23.609 3483 3489 3498 rVB 1841291 3491309 12.01% 2.266%

37 24.127 3571 3577 3585 rVB 825580 1565170 5.38% 1.016%
38 24.886 3702 3706 3712 rVB2 496190 997031 3.43% 0.647%

Sum of corrected areas: 154107455
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM011619\
Data File : BM018579.D

Aca On : 16 Jan 2019 12:01

Operator : JU/SJ

Sample : K1139-01

Misc :

ALS Vvial : 3 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: BM018579.D
1.5e+07
1e+07
5000000 534 6.93 7:28
8.06

8.91

775 10.53
4.89 A

A R s B e m aa A RARa ma s E s S

T T T T T T T T T T T T T
Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM018579.D

1933
1.5e+07

18.05

le+07
19.77

13.01

5000000

19.
183337 1 9.49

20.5

O R T T T T R T R T T R T T

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: BM018579.D

1.5e+07

le+07

21.33

5000000

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\BM011619\
Data File : BM018579.D

Aca On : 16 Jan 2019 12:01

Operator : JU/SJ

Sample : K1139-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 19

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

4.89 3.44 ng 357352 1,4-Dichlorobenzene-d4 7.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 33
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 32
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 307 (4.893 min): BM018579.D (-300) (-) m/z 43.00 100.00%
43
59
5000
101 e
460 4.80 5.00 5.20
83
0....,....','...':|,..79.,-....-,|..11.2.,....,....,....,..1??,2.97.. m/z 59.10 54.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L L L UL
59 460 480 500 5.20
m/z 101.10 23.22%
15 4 101
83
Ottt e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8042: Hydrazine, 1,1-bis(1-methylethyl)-
59
460 4.80 5.00 520
5000 101 m/z 58.05 13.03%
27 42 116
‘\\h | ‘\ il 3 84
e L L I I L S S B S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3950: 2,3-Butanedione, monooxime T T
43 460 4.80 5.00 5.20
m/z 41.05 9.96%
5000
101
15 58
L2 | Teo s
miz--> 20 40 60 80 100 120 140 160 180 200 460 480 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011619\
Data File : BM018579.D

Aca On : 16 Jan 2019 12:01

Operator : JU/SJ

Sample : K1139-01

Misc :

ALS Vial : 3 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 unknown7.28 Concentration Rank 3

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

7.28 63.91 ng 6646540 1,4-Dichlorobenzene-d4 7.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 25
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9

Abundance Scan 713 (7.281 min): BM018579.D (-706) (-) m/z 132.00 100.00%
132
5000 o8
5 e
40 54 75 104 7.00 7.20 7.40 7.60
o....,...:,"!.‘.‘?,:!..?%:I-.',..':.,..5??,..!.,.':..,.1.1.5.,....,-'...,..1.‘.‘?... m/z 68.10 36.74%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SN RS LA MR AR

7.00 7.20 7.40 7.60

0
3 4, 51 78 m/z 134.00 32.77%
o | b1 “ 1 . L
B L RN EAA s o S RARARE
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
e
7.00 7.20 7.40 7.60
5000 m/z 66.10 24 .18%
3 a4 o g7 105
60 78 ‘
PN OO D S-S O N
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal R o
132 7.00 7.20 7.40 7.60
m/z 69.05 15.74%
5000 67
41 97
53 117
| | (S
0....,?ﬂaiJ..qh.n?ﬂhhlh.ﬂh“h..u“.H.,}RQ,..jq%%?.ﬂM..,.”.,... e RRaRamamas R
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\HPCHEMI1\BNA M\DATA\BM011619\
Data File : BM018579.D

Aca On : 16 Jan 2019 12:01

Operator : JU/SJ

Sample : K1139-01

Misc :

ALS Vial : 3 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 1,6-Anhydro-.beta.-D-glucop... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.29 2.88 ng 524278 Acenaphthene-d10 14.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.6-Anhvdro-._beta.-D-alucopvrano... 162 C6H1005 000498-07-7 59
2 D-Allose 180 C6H1206 002595-97-3 59
3 1.6-Anhvdro-._beta.-d-talopvranose 162 C6H1005 1000133-05-8 56
4 Pentanoic acid 102 C5H1002 000109-52-4 50
5 _beta.-D-Ribopyranoside, methyl 164 C6H1205 017289-61-1 50
Abundance Scan 1905 (14.292 min): BM018579.D (-1899) (-) m/z 60.00 100.00%
6p
5000 _A“,v*,pﬂf”“j\\\~A~“~\,vﬂﬂd
73
Ll "RA60 U050 140 o
85 97 : : : :
o i 220182144 164 179193207 241 | "m/z 57.00  44.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #30842: 1,6-Anhydro-.beta.-D-glucopyranose (levoglucosan)
6p
5000 LR BUUULIL B U UL
73 14.00 14.20 14.40 14.60
29 m/z 73.00 33.55%
43
oL % %
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #42883: D-Allose
6p
14.00 14.20 1440 14.60
5000 73 m/z 42.10 22 .65%
0 i 85 ?F 115127 14 163 180 NMWMNAAWWA/“”/\\j\NWMMNW*N*N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #30833: 1,6-Anhydro-.beta.-d-talopyranose I EAmEmEEE RS
60 14.00 14.20 14.40 14.60
m/z 43.05 20.13%
73
5000
98 144
m/z--> 20 60 80 100 120 140 160 180 200 220 240 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011619\
Data File : BM018579.D

Aca On : 16 Jan 2019 12:01

Operator : JU/SJ

Sample : K1139-01

Misc :

ALS Vial : 3 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 Phenol, 2,6-dimethoxy-4-(2-... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.17 3.50 ng 757600 Phenanthrene-d10 17.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.6-dimethoxv-4-(2-prope... 194 C11H1403 006627-88-9 91
2 2-Propenoic acid. 3-(4-hvdroxv-3... 194 C10H1004 000537-98-4 62
3 2-Hvdroxv-4-isopropvl-7-methoxvt... 194 C11H1403 089647-85-8 53
4 2-Propenoic acid. 3-(4-hvdroxv-3... 194 C10H1004 001135-24-6 52
5 2,5-Dimethoxy-4-ethylbenzaldehyde 194 C11H1403 050505-61-8 50
Abundance Scan 2224 (16.168 min): BM018579.D (-2221) (-) m/z 194.10 100.00%
194
5000 o1
a0 119 o
53 105 1 15.80 16.00 16.20 16.40
Ol bt h el Lo J..}??. .,....,2.‘.’?.,....24.1. 2 Tm/z 91.10  36.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #51624: Phenol, 2,6-dimethoxy-4-(2-propenyl)-
194
5000 U SRR SRR B
15.80 16.00 16.20 16.40
91 147 1 179 m/z 77.10 22.22%
0 ":I'-?""Ilg"?'?l'l"ﬁz t IIH"' 1'F3'l'l'l':lilﬁ‘::'f"l'"'I""I"" [TTTTprrrTpreT
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #51488: 2-Propenoic acid, 3-(4-hydroxy-3-methoxyphenyl)-, (E)
194

15.80 16.00 16.20 16.40

5000 m/z 119.05 21.77%
179
133
ey By et S L b
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #51634: 2-Hydroxy-4-isopropyl-7-methoxytropone T
194 15.80 16.00 16.20 16.40
m/z 179.00 18.61%
5000
151
91 133 165
15 3953 77 | 105119 | ‘ 179
NP T WA TP PR 8 S N — i e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011619\
Data File : BM018579.D

Aca On : 16 Jan 2019 12:01

Operator : JU/SJ

Sample : K1139-01

Misc :

ALS Vial : 3 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 4-((1E)-3-Hydroxy-1-propeny... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.53 7.35 ng 1591750 Phenanthrene-d10 17.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-((1E)-3-Hvdroxv-1-propenvl)-2-__.. 180 C10H1203 1000297-95-5 96
2 Phenol. 4-(3-hvdroxv-1-propenvl)... 180 C10H1203 000458-35-5 52
3 3.7-Benzofurandiol. 2.3-dihvdro-... 180 C10H1203 017781-15-6 43
4 1.2.4-Cvclopentanetrione. 3-(2-p... 180 C10H1203 054644-27-8 38
5 1-(Prop-2-ynyloxy)-3,4-methylene... 178 C10H1003 019202-22-3 30
Abundance Scan 2285 (16.527 min): BM018579.D (-2281) (-) m/z 137.10 100.00%

5000

:

16.20 16.40 16.60 16.80
m/z 124.10 66.92%

207 228

o 267281

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #42303: 4-((1E)-3-Hydroxy-1-propenyl)-2-methoxyphenol
180
_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—r

5000
16.20 16.40 16.60 16.80

m/z 180.10 55.91%

52
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #42290: Phenol, 4-(3-hydroxy-1-propenyl)-2-methoxy-
37
R AR
80 16.20 16.40 16.60 16.80
so00] 29 o1 1 m/z 178.10 52.58%
51 77 151
109
3
o 165
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #42302: 3,7-Benzofurandiol, 2,3-dihydro-2,2-dimethyl- e e e R RS RN
137 16.20 16.40 16.60 16.80
m/z 91.10 50.53%
5000
180
41 65 91 109123 51 ‘
0...,....iH..‘l”.‘,‘l“...“,‘..‘l“.,.“‘.“.‘a‘iH...“‘:l ‘ N B AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011619\
Data File : BM018579.D

Aca On : 16 Jan 2019 12:01

Operator : JU/SJ

Sample : K1139-01

Misc :

ALS Vial : 3 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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.05 98.31 ng 21302900 Phenanthrene-d10 17.14
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 91
3 Undecanoic acid 186 C11H2202 000112-37-8 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 2544 (18.051 min): BM018579.D (-2529) (-) m/z 73.10 100.00%

43 K<
5000 129

17.80 18.00 18.20 18.40
of m/z 43.10 91.08%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #92228: n-Hexadecanoic acid
43 73

5000 256 L i e BB B
17. 80 18 00 18. 20 18 40

213 m/z 60.00 83.31%

157
0 2 185
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #65562: Tridecanoic acid
a3 | B

17.80 18 00 18. 20 18.40

5000 m/z 41.10 80.48%
‘ 129 171 214
AN e
m/z--> 20 40 60 0 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #46617: Undecanoic acid e e

17.80 18.00 18.20 18.40
m/z 55.10 74 .07%

L

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 17. 80 18 00 18. 20 18 40

5000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011619\
Data File : BM018579.D

Aca On : 16 Jan 2019 12:01

Operator : JU/SJ

Sample : K1139-01

Misc :

ALS Vial : 3 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 3,5-Dimethoxy-4-hydroxycinn... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.32 10.35 ng 2242960 Phenanthrene-d10 17.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.5-Dimethoxv-4-hvdroxvcinnamald... 208 C11H1204 087345-53-7 95
2 Acetic acid. (5-formvl-2-methoxv... 208 C11H1204 099865-67-5 49
3 Phenanthrene. 9-methoxv- 208 C15H120 005085-74-5 49
4 3-tert-Butvl-4-hvdroxvanisole 180 C11H1602 000121-00-6 42
5 2,4-Dimethoxycinnamic acid 208 C11H1204 006972-61-8 41
Abundance Scan 2590 (18.321 min): Bl\al)018579.D(—2585) ) m/z 208.10 100.00%
208
165
5000 137
77
o 105 | \191 yaa253 281 a55 18.00 18.20 18.40 18.60
o} A A . m/z 165.00 58.12%
m/z--> 50 100 150 200 250 300 350
Abundance #61180: 3,5-Dimethoxy-4-hydroxycinnamaldehyde
208
5000 R R RN BN AR
165 18.00 18.20 18.40 18.60
39 65 91 1ﬂ;37 \ m/z 137.10 47 .52%
0 Ik]y}Lmﬂﬂlj}%ﬁ e
m/z--> 50 100 150 200 250 300 350
Abundance #61186: Acetic acid, (5-formyl-2-methoxybenzyl) ester
165
18.00 18.20 18.40 18.60
5000/ 43 m/z 180.10 32.76%
01 147 208
119
65 ‘ ‘
ob— r!.“uh!“ﬂﬂl‘jti d
m/z--> 50 100 150 200 250 300 350
Abundance #61675: Phenanthrene, 9-methoxy- I B
165 208 18.00 18.20 18.40 18.60
m/z 177.00 27 .69%
5000
39 63 87109155139 | 1g1 |
LI N B N N N B B NN B B B N R N RN B B B BN BN B N BN B N R B N B B B R R _|_|—|_|_|_l_|—|_|_l_|_l—r|_|_l_|—|_|_|_|_l—r
m/z--> 50 100 150 200 250 300 350 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011619\
Data File : BM018579.D

Aca On : 16 Jan 2019 12:01

Operator : JU/SJ

Sample : K1139-01

Misc :

ALS Vial : 3 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 unknownl8.37 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.37 12.87 ng 2787970 Phenanthrene-d10 17.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 1-(2.4.6-trihvdroxv... 210 C11H1404 1000116-22-3 47
2 9-Hvdroxv-4-methoxvacridine 225 C14H11NO2 035308-00-0 43
3 Phenol. 2.6-dimethvl-4-nitro- 167 C8HONO3 002423-71-4 38
4 1-Hvdroxv-6-methyvlphenazine 210 C13H10N20 014031-08-4 38
5 Imidazo[4,5-e][1,4]diazepin-8(1H... 210 C8H10N40S 1000142-41-3 35
Abundance Scan 2598 (18.368 min): BM018579.D (-2594) (-) m/z 167.05 100.00%
167 210
5000 149 H
18.00 18.20 18.40 18.60
o3 Jl.gz, 228 251 285 341 n77 210.10  91.20%
m/z--> 50 100 150 200 250 300
Abundance #62574: 2-Pentanone, 1-(2,4,6-trihydroxyphenyl)
167
5000 NN BN SUULRE I
18.00 18.20 18.40 18.60
210 m/z 154.10 38.75%
o L 8 110 140 193 |
m/z--> 50 100 150 200 250 300 '
Abundance #72991: 9-Hydroxy-4-methoxyacridine
210
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—
18.00 18.20 18.40 18.60
5000 m/z 149.00 36.21%
154 182
15 76 127
oL Alsktll‘tlml Il?ll Ay ,J‘.‘. L‘I .\.2.7. —
m/z--> 50 100 150 200 250 300
Abundance #34145: Phenol, 2,6-dimethyl-4-nitro- e R R EEs RS S e o
167 18.00 18.20 18.40 18.60
m/z 182.10 27 .02%
77
5000
a9 137
108
oL 12, ;uitbﬁhl T A \‘ I e — S ANM-SECT SR
m/z--> 50 100 150 200 250 300 18.00 18.20 18.40 18.60

8270-BM010919.M Thu Jan 17 14:39:40 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011619\
Data File : BM018579.D

Aca On : 16 Jan 2019 12:01

Operator : JU/SJ

Sample : K1139-01

Misc :

ALS Vial : 3 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 Octadecanoic acid, methyl e... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

19.12 4.65 ng 1008430 Phenanthrene-d10 17.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. methvl ester 298 C19H3802 000112-61-8 97
2 Methvl tetradecanoate 242 C15H3002 000124-10-7 90
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
4 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 87
5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 86

Abundance Scan 2726 (19.121 min): BM018579.D (-2721) (-) m/z 74.05 100.00%

%
5000 43
143

255
97 199 18 80 19.00 19.20 19.40
115 171 227 298
o MRl LA L azer, L2800 885 Tz 87.00 78.45%

m/z--> 50 100 150 200 250 300 350
Abundance #116657: Octadecanoic acid, methyl ester
4
5000 43

18.80 19.00 19.20 19.40
m/z 43.10  44.42%

143 208
AR TG . S
m/z--> 50 100 150 200 250 300 350
Abundance #83690: Methyl tetradecanoate
4
_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—l_l_l_l_l—r

18.80 19.00 19.20 19.40
5000 m/z 41.10 32.32%

a3 143 242
199
o2 M JH ! n.l?l B L O U
m/z--> 50 100 150 200 250 300 350
Abundance : i i

#92264: Pentadecanoic acid, methyl ester
74 18.80 19.00 19.20 19.40

m/z 55.10 30.30%

5000
43
213 256
O -“- J |h‘. ‘L‘ L 101 125 ‘ 1 L \

T _'_'—l_'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—r
m/z--> 50 100 150 200 250 300 350 18.80 19.00 19.20 19.40

8270-BM010919.M Thu Jan 17 14:39:41 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011619\
Data File : BM018579.D

Aca On : 16 Jan 2019 12:01

Operator : JU/SJ

Sample : K1139-01

Misc :

ALS Vial : 3 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

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 9-Octadecenoic acid, (E)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

19.20 8.34 ng 1806870 Phenanthrene-d10 17.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid. (E)- 282 C18H3402 000112-79-8 76
2 2-Butenedioic acid (2)-. monodod... 284 C16H2804 002424-61-5 68
3 l17-Pentatriacontene 491 C35H70 006971-40-0 58
4 Cvclopentadecanone. 2-hvdroxv- 240 C15H2802 004727-18-8 52
5 Cyclopentane, 1,1,3-trimethyl- 112 C8H16 004516-69-2 49

Abundance Scan 2739 (19.198 min): BM018579.D (-2736) (-) m/z 55.10 100.00%

5000

L

18 80 19.00 19.20 19.40 19.60

0!

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #107527: 9-Octadecenoic acid, (E)-
55

18.80 19.00 19.20 19.40 19.60

m/z 41.10 79 .14%

29

38 180 222
04
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #108656: 2-Butenedioic acid (Z)-, monododecy! ester
43| 6P

18.80 19.00 19.20 19.40 19.60

m/z 69.10 79.02%

140
168
ol 18l 1 J | 195223 284
R o i o LTI I B e o o O |
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene

43 18.80 19.00 19.20 19.40 19.60

5000 m/z 83.10 65.11%

5000 83
111
o | [} ] 139167196224 267292 321 462 490

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
m/z--> 0 50 100 150 200 250 300 350 400 450 18.80 19.00 19.20 19.40 19.60

m/z 43.10 58.47%

8270-BM010919.M Thu Jan 17 14:39:42 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011619\
Data File : BM018579.D

Aca On : 16 Jan 2019 12:01

Operator : JU/SJ

Sample : K1139-01

Misc :

ALS Vial : 3 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 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.33 84.43 ng 29070500 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 86
5 Tridecanoic acid 214 C13H2602 000638-53-9 68
Abundance Scan 2762 (19.333 min): BM018579.D (-2751) (-) m/z 43.10 100.00%
87
5000 129
97 185 241
\ \ 284 19.00 19.20 19.40 19.60
157 213 : : : :
o VA S ol S ,'?6?.l. 22 36 m/z 73.05  99.85%
m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
43 7
5000 129
19.00 19.20 19.40 19.60
97 185 o 284 m/z 60.00 80.82%
s | L N 3
m/z--> 50 100 150 200 250 300 350
Abundance #83686: Pentadecanoic acid
43 73
19.00 19.20 19.40 19.60
5000 129 m/z 41.10 78.86%
H 97 199 242
157
o) I{I ‘:“ll‘: I.I|}\IJJI! M:“l I{I‘I |P-8i¢)| L I\I : I\ ——— —
m/z--> 50 100 150 200 250 300 350
Abundance #75072: Tetradecanoic acid L B e e e S
73 19.00 19.20 19.40 19.60
43 m/z 55.10 77.37%
5000 129
185
“ 97 228
oL15 \\, \,\I.‘,‘,\,H,h# N A
m/z--> 50 100 150 200 250 300 350 19.00 19.20 19.40 19.60

8270-BM010919.M Thu Jan 17 14:39:42 2019

Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011619\
Data File : BM018579.D

Aca On : 16 Jan 2019 12:01

Operator : JU/SJ

Sample : K1139-01

Misc :

ALS Vial : 3 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 13-Docosenamide, (Z2)- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
19.49 6.71 ng 2309970 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 86
2 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 86
3 Decanamide- 171 C10H21NO 002319-29-1 59
4 Octadecanamide 283 C18H37NO 000124-26-5 59
5 Octanamide 143 C8H17NO 000629-01-6 50
Abundance Scan 2789 (19.492 min): BM018579.D (-2783) (-) m/z 59.10 100.00%
8 128 19.20 19.40 19.60 19.80
10 156 : : : :
ol al g, 20 184 212 240 263 294 320338357 | n75 72.10  71.03%
m/z--> 50 100 150 200 250 300 350
Abundance #135945: 13-Docosenamide, (2)-
5000 a1
19.20 19.40 19.60 19.80
83 337 m/z 55.10 48.95%
126
oL15 1y o, 154 184 206 234254 276294 319 |
m/z--> 50 100 150 200 250 300 350
Abundance #106874: 9-Octadecenamide, (2)-
509
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—
19.20 19.40 19.60 19.80
5000 m/z 41.10 37.41%
41
83 281
TN D = = G
m/z--> 50 100 150 200 250 300 350
Abundance #36755: Decanamide- N B B N B B
50 19.20 19.40 19.60 19.80
m/z 43.10 35.10%
5000
4 86 128 171
Ollslk‘l‘l‘]:‘llull‘l |1]|-Ol‘ll|llll T T T 7T T T T 7T |||||| —v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—
m/z--> 50 100 150 200 250 300 350 19.20 19.40 19.60 19.80

8270-BM010919.M Thu Jan 17 14:39:43 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011619\
Data File : BM018579.D

Aca On : 16 Jan 2019 12:01

Operator : JU/SJ

Sample : K1139-01

Misc :

ALS Vial : 3 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 14 Heneicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
20.54 6.23 ng 2146000 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetratriacontane 479 C34H70 014167-59-0 91
4 Eicosane 282 C20H42 000112-95-8 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2967 (20.539 min): BM018579.D (-2961) (-) m/z 57.10 100.00%
57 A
85
5000
|y 11113 141 169 211 239 282 323 351 415 440 20.20 20.40 2060 2080
O LA L T, 1230 282 S8 381 415440 sz 71.10 72.88%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #91036: Octadecane
5000 AR ARRA BB AREE

20!20 20.I4O 20!60 20.I80
m/z 43.10 67.21%

113 141 169 197 225 254

a -

04
m/iz--> 0 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane

20.20 20.40 20.60 20.80

85

5000 m/z 85.10 54.27%
29 113
oL, | | 777,241 160 197 225 253 206
i e o T e S A RS E R R RRR
miz--> 0 50 100 150 200 250 300 350 400
Abundance #167078: Tetratriacontane B A B ST
57 20.20 20.40 20.60 20.80
m/z 41.10 26.06%
29 113
o | 77,14 169 197 225 253 281 311337 367 410435
It = e i o
miz—-> 0 50 100 150 200 250 300 350 400 20.20 20.40 20.60 20.80

8270-BM010919.M Thu Jan 17 14:39:44 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011619\
Data File : BM018579.D

Aca On : 16 Jan 2019 12:01

Operator : JU/SJ

Sample : K1139-01

Misc :

ALS Vial : 3 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 15 Tetracosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
22.09 6.98 ng 2403950 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Docosane 310 C22H46 000629-97-0 91
5 Hexacosane, 9-octyl- 479 C34H70 055429-83-9 91
Abundance Scan 3231 (22.092 min): BM018579.D (-3224) (-) m/z 57.10 100.00%
57
85
5000
ﬂli3141169 211 242 281309336 379 416 475 2180 22.00 2220 22.40
O A L O m/z 71.10 70.98%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #136482: Tetracosane
57
85
5000 R AR AU R
mmnmnmnm
113 m/z 43.10 65.24%
ol 30f || | ) [M41169197 225 253281 309 338
miz--> 0 éo 160 1éo 260 2éo 360 3éo 460 4éo
Abundance #115570: Heneicosane
57
o | 21.80 22.00 22.20 2240
5000 m/z 85.10 54 .08%
29 113
o | 0141169197 225 253 296
miz--> 0 éo 160 1éo 260 2éo 360 3éo 460 4éo
Abundance #160628: Triacontane B m B LI B
57 21.80 22.00 22.20 22.40
m/z 55.10 24 .10%
5000 8
113 141
o2 | 17141 169 197 225 253 281 309 337 365 393 422
IIIII""I""I""I"''I""I""I""I""I'"'I I AR A A A
miz--> 0 50 100 150 200 250 300 350 400 450 2180 2200 2220 2240

8270-BM010919.M Thu Jan 17 14:39:45 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011619\
Data File : BM018579.D

Aca On : 16 Jan 2019 12:01

Operator : JU/SJ

Sample : K1139-01

Misc :

ALS Vial : 3 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 Octadecane Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
22.38 3.96 ng 1362190 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 96
2 Tetratriacontane 479 C34H70 014167-59-0 91
3 Octadecane. 2-methvl- 268 C19H40 001560-88-9 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 3280 (22.380 min): BM018579.D (-3276) (-) m/z 57.10 100.00%
57
85
5000
"% 141169 197 23065 204 323 356 385 430 475 22002220 2240 260 __
ob A A AL LR 97, 239265 294 323 356385 m/z 71.10 73.59%

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

450

Abundance #91036: Octadecane

5000

113 141 169 197 205 254

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

450

22. OO 22. 20 22. 40 22 60

m/z 43.10 70.39%

Abundance #167078: Tetratriacontane
57
R R
22.00 22.20 22.40 22.60
5000 85 m/z 85.10 57.08%
29 113
ok L, |7y 1411269 107 225 253 281 311337 367 410435
A A A e e e T e T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #99485: Octadecane, 2-methyl- o R R E—
43 22.00 22.20 22.40 22.60
m/z 41.10 27 .81%
71
5000
99
o 127155183 225 p53
T T T e e T T e R R
m/z--> 0 50 100 150 200 250 300 350 400 450 22. OO 22. 20 22. 40 22.60

8270-BM010919.M Thu Jan 17 14:39:48 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011619\
Data File : BM018579.D

Aca On : 16 Jan 2019 12:01

Operator : JU/SJ

Sample : K1139-01

Misc :

ALS Vial : 3 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 1-lodo-2-methylundecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

22.89 13.58 ng 2370110 Perylene-d12 23.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-lodo-2-methvlundecane 296 C12H251 073105-67-6 93
2 Tetratriacontane 479 C34H70 014167-59-0 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Nonacosane 408 C29H60 000630-03-5 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87

Abundance Scan 3367 (22.892 min): BM018579.D (-3362) (-) m/z 57.10 100.00%

57
85
5000

22.60 22.80 23.00 23.20

1] ﬂ 1 Jlf11169 197 225 252 281 309 341 371 410

Ottt A A e e e m/z 71.10 72.20%
m/iz—-> 0 50 100 150 200 250 300 350 400
Abundance #114973: 1-lodo-2-methylundecane
57
5000 LN L L L L L L
85 22. 60 22. 80 23. 00 23 20
29 m/z 43.10 68.55%
o S o e
m/iz—-> 0 50 100 150 200 250 300 350 400
Abundance #167078: Tetratriacontane
5[7
R R S REEEE
22.60 22.80 23.00 23.20
5000 85 m/z 85.10 54 _.37%
29 113
o J‘\J | 7,14 169 107 225 253 281 311337 367 410435
I o o e L o e LA B B A o o B o o B
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane T
5[7 22.60 22.80 23.00 23.20
m/z 41.10 25.64%
85
5000
29 113
o | | | 1777241 160 197 225 253 296
——— e e R R S REEEE
m/iz—-> 0 50 100 150 200 250 300 350 400 22. 60 22. 80 23. 00 23 20

8270-BM010919.M Thu Jan 17 14:39:48 2019 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011619\
Data File : BM018579.D

Aca On : 16 Jan 2019 12:01

Operator : JU/SJ

Sample : K1139-01

Misc :

ALS Vial : 3 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 18 Tetratriacontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

23.47 10.79 ng 1883270 Perylene-d12 23.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratriacontane 479 C34H70 014167-59-0 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Heneicosane. l1ll-decvl- 437 C31H64 055320-06-4 90
5 1-lodo-2-methylundecane 296 C12H251 073105-67-6 90

Abundance Scan 3465 (23.468 min): BM018579.D (-3460) (-) m/z 57.10 100.00%
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011619\
Data File : BM018579.D

Aca On : 16 Jan 2019 12:01

Operator : JU/SJ

Sample : K1139-01

Misc :

ALS Vial : 3 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 19 Heptadecane, 9-octyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
24.13 8.97 ng 1565170 Perylene-di12 23.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratriacontane 479 C34H70 014167-59-0 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 3578 (24.133 min): BM018579.D (-3571) (-) m/z 57.10 100.00%
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011619\
Data File : BM018579.D

Aca On : 16 Jan 2019 12:01

Operator : JU/SJ

Sample : K1139-01

Misc :

ALS Vial : 3 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 20 Tetracosane, 1l1-decyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

24 .89 5.71 ng 997031 Perylene-d12 23.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Tetracosane. 1l-decvl- 479 C34H70 055429-84-0 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Pentacosane 352 C25H52 000629-99-2 91

Abundance Scan 3707 (24.891 min): BM018579.D (-3702) (-) m/z 57.10 100.00%
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM011619\
Data File : BM018579.D

Acq On : 16 Jan 2019 12:01

Operator : JU/SJ

Sample - K1139-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

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

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.89 3.4 ng 357352 1 7.75 2080110 20.0
unknown7 .28 7.28 63.9 ng 6646540 1 7.75 2080110 20.0
1,6-Anhydro-_beta... 14.29 2.9 ng 524278 3 14.39 3636730 20.0
Phenol, 2,6-dimet... 16.17 3.5 ng 757600 4 17.14 4333890 20.0
4-((1E)-3-Hydroxy... 16.53 7.3 ng 1591750 4 17.14 4333890 20.0
n-Hexadecanoic acid 18.05 98.3 ng 21302900 4 17.14 4333890 20.0
3,5-Dimethoxy-4-h... 18.32 10.4 ng 2242960 4 17.14 4333890 20.0
unknown18.37 18.37 12.9 ng 2787970 4 17.14 4333890 20.0
Octadecanoic acid... 19.12 4.7 ng 1008430 4 17.14 4333890 20.0
9-Octadecenoic ac... 19.20 8.3 ng 1806870 4 17.14 4333890 20.0
Octadecanoic acid 19.33 84.4 ng 29070500 5 21.33 6886650 20.0
13-Docosenamide, ... 19.49 6.7 ng 2309970 5 21.33 6886650 20.0
Heneicosane 20.54 6.2 ng 2146000 5 21.33 6886650 20.0
Tetracosane 22.09 7.0 ng 2403950 5 21.33 6886650 20.0
Octadecane 22.38 4.0 ng 1362190 5 21.33 6886650 20.0
1-1odo-2-methylun... 22.89 13.6 ng 2370110 6 23.61 3491310 20.0
Tetratriacontane 23 .47 10.8 ng 1883270 6 23.61 3491310 20.0
Heptadecane, 9-oc... 24.13 9.0 ng 1565170 6 23.61 3491310 20.0
Tetracosane, 11-d... 24.89 5.7 ng 997031 6 23.61 3491310 20.0
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