LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM020119\

Data File : BM018706.D

Aca On : 01 Feb 2019 13:55 Instrument :

Operator : JU/SJ gyAﬁg el
- _ lentosampleld :

3?22Ie : K1297-01 AOC17.551

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 4.864 298 302 310 rBV 166177 238274 3.30% 0.261%
2 5.305 371 377 388 rBVY 3354711 4886021 67.72% 5.351%
3 6.893 639 647 664 rBY 3351604 5497837 76.20% 6.021%
4 7.252 700 708 717 rBVY 3614166 5556534 77 .01% 6.086%
5 7.716 780 787 794 rBV 886666 1390708 19.27% 1.523%
6 8.034 831 841 850 rBVY 2562673 4002634 55.47% 4 .384%
7 8.887 978 986 999 rBVY 1924339 3171726 43.96% 3.474%
8 9.763 1124 1135 1143 rBV3 25504 81653 1.13% 0.089%
9 10.510 1255 1262 1274 rVB 1069640 1812270 25.12% 1.985%
10 12.198 1539 1549 1556 rBvV 117036 220585 3.06% 0.242%

11 12.981 1675 1682 1689 rBV 3203042 4747903 65.80% 5.200%
12 13.534 1771 1776 1786 rBvV4 44860 91402 1.27% 0.100%
13 13.828 1819 1826 1835 rBV 399114 581910 8.07% 0.637%
14 13.910 1835 1840 1851 rVVv 94525 172889 2.40% 0.189%
15 14.228 1888 1894 1905 rBV 152277 330279 4._.58% 0.362%

16 14.369 1911 1918 1936 rVB2 1426847 2227296 30.87% 2.439%
17 14.569 1945 1952 1972 rVB3 109344 460251 6.38% 0.504%
18 14.787 1983 1989 1993 rBV3 91842 139450 1.93% 0.153%
19 14.851 1993 2000 2012 rVB 360905 640486 8.88% 0.701%
20 15.122 2040 2046 2056 rBV 435340 764559 10.60% 0.837%

21 15.804 2157 2162 2166 rBV 57105 105456 1.46% 0.115%
22 15.863 2166 2172 2179 rVV 3793942 5111427 70.84% 5.598%
23 15.916 2179 2181 2191 rVB5 36771 82497 1.14% 0.090%
24 16.175 2219 2225 2238 rBV 284456 530927 7.36% 0.581%
25 16.463 2267 2274 2279 rBV 90302 128034 1.77% 0.140%

26 16.516 2279 2283 2287 rBvV4 49716 72726 1.01% 0.080%
27 16.763 2320 2325 2332 rVB7 37216 72610 1.01% 0.080%
28 17.116 2380 2385 2390 rBV2 1791333 2522161 34.96% 2.762%
29 17.157 2390 2392 2397 rVB 85527 112314 1.56% 0.123%
30 17.422 2431 2437 2444 rBV 391187 622918 8.63% 0.682%

31 17.651 2470 2476 2494 rBV 635291 1210513 16.78% 1.326%
32 18.010 2531 2537 2549 rBV 2488302 3574863 49.55% 3.915%
33 18.551 2625 2629 2634 rBV3 62569 109687 1.52% 0.120%
34 19.180 2731 2736 2743 rVB 235991 350334 4._86% 0.384%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM020119\

Data File : BM018706.D

Aca On : 01 Feb 2019 13:55 Instrument :

Operator : JU/SJ EFA%Q el
- _ lentosampleld :

a?zgle : K1297-01 AOC17.551

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

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

Method
Title

35 19.292 2750 2755 2769 rBV 1002714 1509563 20.92% 1.653%

36 19.516 2789 2793 2795 rBV3 74911 95959 1.33% 0.105%
37 19.545 2795 2798 2806 rVB 214817 302053 4._.19% 0.331%
38 19.751 2827 2833 2849 rBV 5927593 7215205 100.00% 7.902%
39 20.051 2881 2884 2889 rVB2 121140 136102 1.89% 0.149%
40 20.545 2964 2968 2973 rBV2 503726 598331 8.29% 0.655%

41 21.010 3042 3047 3057 rBV2 1995654 2524959 34.99% 2.765%
42 21.221 3080 3083 3088 rVB 145536 170379 2.36% 0.187%
43 21.310 3093 3098 3103 rBV 2805935 3739784 51.83% 4._.096%
44 21.451 3118 3122 3126 rBV 1006907 1119906 15.52% 1.227%
45 21.886 3192 3196 3209 rVB 1817663 2318300 32.13% 2.539%

46 22.351 3271 3275 3285 rVB 2583982 3327145 46.11% 3.644%
47 22.862 3357 3362 3369 rBV 2811374 4252984 58.94% 4.658%
48 23.433 3454 3459 3470 rBV 2344129 3840509 53.23% 4_.206%
49 23.527 3471 3475 3478 rVV 433846 716832 9.94% 0.785%
50 23.574 3478 3483 3491 rVB 1846082 3354109 46.49% 3.673%

51 24.086 3564 3570 3578 rVB 1637862 3020367 41.86% 3.308%
52 24.839 3693 3698 3707 rVB 678328 1443659 20.01% 1.581%

Sum of corrected areas: 91307280
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM020119\

Data File : BM018706.D

Aca On : 01 Feb 2019 13:55

Operator : JU/SJ

a?ggle ; K1297-01 AOC17.551
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

Abundance TIC: BM018706.D
6000000

5000000

4000000
7.25
5.30 6.89

3000000
8.03

2000000 8.89

10.51
1000000 7.72

4.86 9.76
R o o e o R L T L e A

Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance TIC: BM018706.D
6000000 19.75

5000000

4000000 15.86

12.98
3000000

18.01

2000000

1000000

13.83

205
13.53 18.9 i
0 -

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

Abundance TIC: BM018706.D
6000000

5000000

4000000

21.31 22.35

3000000
21.01 21.89

2000000
P1.45

1000000

21.2

T

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\HPCHEM1\BNA M\DATA\BM020119\

Data File : BM018706.D

Aca On : 01 Feb 2019 13:55

Operator : JU/SJ

a?ggle ; K1297-01 AOC17.551
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._86 3.43 ng 238274 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 t-Butvl nitrite 103 C4H9NO2 000540-80-7 38
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
4 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
5 5-Hexen-2-one 98 C6H100 000109-49-9 10

Abundance Scan 301 (4.858 min): BM018706.D (-298) (-) m/z 43.00 100.00%
43.0
59.1
5000
1011 U S R R
4.60 4.80 5.00 5.20
83.1
....,....',':..~:~|i....,~....-,|....,....,....,....,.1.9.2-.9,.... m/z 59.10 55.88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 i ako sk sk
0
150 1010 m/z 101.10 19.78%
Wl ol 83.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #4430: t-Butyl nitrite
3d.0
460 480 500 520
5000 m/z 58.05 11.27%
57.0 88.0
'}ﬁQ"”I"”I"”I"”I"”I"”I"”I"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3955: 2,3-Butanedione, monooxime T T T T T
43.0 4.60 4.80 5.00 5.20
m/z 41.10 10.09%
5000
101.0
150 | 600 840
miz--> 20 40 60 80 100 120 140 160 180 200 460 480 500 520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM020119\

Data File : BM018706.D

Aca On : 01 Feb 2019 13:55

Operator : JU/SJ

a?ggle ; K1297-01 AOC17.551
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 unknown7.25 Concentration Rank 1

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

7.25 79.91 ng 5556530 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 708 (7.252 min): BM018706.D (-700) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 RS SRS SRRRE RARRA R
40.0 54 7.00 7.20 7.40 7.60
gL0 e — m/z 68.10 36.65%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 S SRR SRS RS A
7.00 7.20 7.40 7.60
310 510 m/z 134.00 32.35%
'J'%I!J!'I'!'JI""IJ"'I""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132.0
700 7.20 7.40 7.60
5000 67.0 m/z 66.10 24.38%
41.0 97.0
‘ ‘ 117.0
...“i“. .‘L‘_*%l’.o,‘.“i‘.‘.?ﬁl"?.‘.‘; o "‘I "H'I ———
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl T
57.0 132.0 7.00 7.20 7.40 7.60
m/z 69.10 15.62%
74.0
5000 98.0 116.0
T II‘I\I\I\I ""“l ||“| : |‘H“||‘|“| : I‘MI —— ?-5|80| —— |]|-8|9.|0| T REEE L e R
m/z--> 40 60 80 100 120 140 160 180 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM020119\

Data File : BM018706.D

Aca On : 01 Feb 2019 13:55

Operator : JU/SJ

a?ggle ; K1297-01 AOC17.551
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 4-Hydroxy-3-methylbenzaldehyde Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
14 .57 4.13 ng 460251 Acenaphthene-d10 14 .37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Hvdroxv-3-methvlbenzaldehvde 136 C8H802 015174-69-3 68
2 2-Hvdroxv-4-methvlbenzaldehvde 136 C8H802 000698-27-1 52
3 2-(4-Methoxvphenvl)-2-ketoethvla... 311 C12H10F5NO3 1000071-95-4 43
4 Benzaldehvde. 4-methoxv- 136 C8H802 000123-11-5 38
5 Benzene, isothiocyanato- 135 C7H5NS 000103-72-0 38
Abundance Scan 1952 (14.569 min): BM018706.D (-1945) (-) m/z 77.10 100.00%
e 135.0
5000 164.0
14.20 14.40 14.60 14.80
A 2070 2 Ti5E 00 78.58%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #15766: 4-Hydroxy-3-methylbenzaldehyde
136.0
5000
14.20 14.40 14.60 14.80
107.0 m/z 79.05 55.03%

77.
39.0 57.0 92.0

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #15753: 2-Hydroxy-4-methylbenzaldehyde
135.0
14.20 14.40 14.60 14.80
5000 m/z 136.00 46.62%
39.0 77.0 107.0
SR -L A . T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #123197: 2-(4-Methoxyphenyl)-2-ketoethylamine, PFP
135.0 14.20 14.40 14.60 14.80
m/z 164 .00 38.94%
5000 770 7o
92.0 '
500 . | ‘ 176.0192.0
L L A e e e e L W R B A BEERE R
m/z--> 20 40 60 80 100 120 140 160 180 200 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM020119\

Data File : BM018706.D

Aca On : 01 Feb 2019 13:55

Operator : JU/SJ

a?ggle ; K1297-01 AOC17.551
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 Benzoic acid, 4-hydroxy-3-m... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.85 5.75 ng 640486 Acenaphthene-d10 14 .37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 4-hvdroxv-3-methoxv- 168 C8H804 000121-34-6 97
2 3-Hvdroxv-4-methoxvbenzoic acid 168 C8H804 000645-08-9 97
3 1.2.4-Trimethoxvbenzene 168 C9H1203 000135-77-3 70
4 1.2.3-Trimethoxvbenzene 168 C9H1203 000634-36-6 64
5 2,5-Dimethoxy-p-phenylenediamine 168 C8H12N202 017626-02-7 53

Abundance Scan 2000 (14.851 min): BM018706.D (-1993) (-) m/z 168.00 100.00%

168.0

5000

L

14 60 14. 80 15. OO 15 20

1929 2810 "m/z 153.00 79.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #35177: Benzoic acid, 4-hydroxy-3-methoxy-
168.0

5000

14,60 14.80 15.00 15.20
m/z 97.00 38.16%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 //L
Abundance #35165: 3-Hydroxy-4-methoxybenzoic acid
168.0
14|60 14. 80 15. 00 15|20
5000 m/z 125.00 25.76%
97.0
125.0
51 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #35225: 1,2,4-Trimethoxybenzene
153.0 14.60 14.80 15.00 15.20
125.0 m/z 151.00 20.37%
5000
69.0
150 39.0 ‘ 93.0 ‘
‘\ \H‘H\M‘M \‘H m |“.‘......‘...‘..................,....,.. ....,.... R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.60 14.80 15. OO 15 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM020119\

Data File : BM018706.D

Aca On : 01 Feb 2019 13:55

Operator : JU/SJ

a?ggle ; K1297-01 AOC17.551
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 unknownl5.12 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.12 6.87 ng 764559 Acenaphthene-d10 14 .37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.6-Heptatriene 94 C7H10 001002-27-3 30
2 1.4-Pentadiene. 3-ethenvl- 94 C7H10 026456-63-3 27
3 9-Oxa-bicvclol3.3.11Tnona-3.6-die... 136 C8H802 075568-53-5 25
4 3-Decen-1-vne. (E)- 136 C10H16 002807-10-5 25
5 1,4-Cyclooctadiene 108 C8H12 001073-07-0 25

Abundance Scan 2046 (15.122 min): BM018706.D (-2040) (-) m/z 79.05 100.00%

.0

5000

14.80 15.00 15.20 15.40
m/z 77.05  92.99%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2549: 1,3,6-Heptatriene
79.0
39.0
5000

14.80 15.00 15.20 15.40
m/z 39.00 57.68%

15.0 63 sHs.o
e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2565: 1,4-Pentadiene, 3-ethenyl-
79.0
T T
14.80 15.00 15.20 15.40
5000 m/z 107.10 56.37%
39.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15778: 9-Oxa-bicyclo[3.3.1]nona-3,6-dien-2-one
107.0 14.80 15.00 15.20 15.40
m/z 41.05 55.92%
77.0
5000
27.0 530
m/z--> 20 40 60 80 100 120 140 160 180 200 14. 80 15. 00 15. 20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM020119\

Data File : BM018706.D

Aca On : 01 Feb 2019 13:55

Operator : JU/SJ

a?ggle ; K1297-01 AOC17.551
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 2-Propenoic acid, 3-(4-meth... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.17 4.21 ng 530927 Phenanthrene-d10 17.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propenoic acid. 3-(4-methoxvph... 178 C10H1003 000830-09-1 98
2 3-Methoxvcinnamic acid 178 C10H1003 006099-04-3 97
3 2-Propenoic acid. 3-(4-methoxvph... 178 C10H1003 000943-89-5 95
4 Benzo(b)thiophene-6-carboxvlic acid 178 C9H602S 006179-26-6 53
5 Thianaphthene-2-carboxylic acid 178 C9H602S 006314-28-9 53
Abundance Scan 2224 (16.169 min): BM018706.D (-2219) (-) m/z 178.10 100.00%
178.1
5000 1611
77.0 133.1 NN R B
51.0 107.1 208.1 15.80 16.00 16.20 16.40
: m/z 161.10 38.03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #40856: 2-Propenoic acid, 3-(4-methoxyphenyl)-
178.0
5000
161.0 15.80 16.00 16.20 16.40
450 7.0 133.0 m/z 177.10 27.71%
15.0 : 61 101 117.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #40820: 3-Methoxycinnamic acid
178.0
15.80 16.00 16.20 1640
m/z 133.10 22 .52Y%
5000 770 161.0 4
133.0
>1.0 ‘ ‘ 117.0 ‘ ‘
...,....‘,.‘.“.‘ \HHH ‘\\10110 \M ‘ .....‘,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #40866: 2-Propenoic acid, 3-(4-methoxyphenyl)-, (E)-
178.0 15.80 16.00 16.20 16.40
m/z 76.95 21.15%
5000
161.0
133.0
180 390 550‘\\ \ M ‘ 101 QllH | “ L im M
m/z--> 2'0 4'0 60 8 100 120 14'10 160 180 200 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM020119\

Data File : BM018706.D

Aca On : 01 Feb 2019 13:55

Operator : JU/SJ

a?ggle ; K1297-01 AOC17.551
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 2-Propenoic acid, 3-(4-hydr... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
17.42 4.94 ng 622918 Phenanthrene-d10 17.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propenoic acid. 3-(4-hvdroxv-3... 194 C10H1004 001135-24-6 93
2 2-Propenoic acid. 3-(4-hvdroxv-3... 194 C10H1004 000537-98-4 91
3 3-Hvdroxv-4-methoxvcinnamic acid 194 C10H1004 000537-73-5 91
4 p-IMethvlthiolcinnamic acid 194 C10H1002S 1000227-29-8 53
5 Phenol, 2,6-dimethoxy-4-(2-prope... 194 C11H1403 006627-88-9 53
Abundance Scan 2437 (17.422 min): BM018706.D (-2431) (-) m/z 194.05 100.00%
194.1
5000
133.0
77.0
51.0 105.0 161.1 iz 2810 17.20 17.40 17.60 17.80
43 L m/z 133.00 27.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #51485: 2-Propenoic acid, 3-(4-hydroxy-3-methoxyphenyl)-
194.0
5000
17.20 17.40 17.60 17.80
133.0 m/z 179.00 24 .96%
180 510 77.0 31050 161
S HPRSTA R R ",..'.'.,.“...','...".,.'I"..,....,....,....,.... e
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)
194.0

17.20 17.40 17.60 17.80

5000 m/z 77.00 18.63%
133.0
51.0 77.0 105.0 161.0
SN2 s e A A T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #51443: 3-Hydroxy-4-methoxycinnamic acid e R RRamEEEEE e
194.0 17.20 17.40 17.60 17.80

m/z 105.00 12 .64%
5000

133.0
51.0 77.0
210, | hd b | \10? 0 [ \16':" 0 \ ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.20 17.40 17.60 17.80

8270-BM010919.M Fri Feb 01 22:55:47 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM020119\

Data File : BM018706.D

Aca On : 01 Feb 2019 13:55

Operator : JU/SJ

a?ggle ; K1297-01 AOC17.551
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 3-Hydroxy-4-methoxycinnamic... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

17.65 9.60 ng 1210510 Phenanthrene-d10 17.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hvdroxv-4-methoxvcinnamic acid 194 C10H1004 000537-73-5 98
2 2-Propenoic acid. 3-(4-hvdroxv-3... 194 C10H1004 001135-24-6 78
3 2-Propenoic acid. 3-(4-hvdroxv-3... 194 C10H1004 000537-98-4 58
4 Thienol2.3-dlpvrimidin-4(3H)-one... 375 C16H14BrN30S 331962-46-0 53
5 2-Hydroxy-4-isopropyl-7-methoxyt... 194 C11H1403 089647-85-8 43

Abundance Scan 2476 (17.651 min): BM018706.D (-2470) (-) m/z 194.00 100.00%

194.0
5000

281.0 17.40 17.60 17.80 18.00
L m/z 178.95  46.74%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #51444: 3-Hydroxy-4-methoxycinnamic acid
194.0
5000

17.40 17.60 17.80 18.00
m/z 132.95  32.12%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #51485: 2-Propenoic acid, 3-(4-hydroxy-3-methoxyphenyl)-
194.0

17.40 17.60 17.80 18.00
5000 m/z 77.00 20.48%

133.0
18.0 %0'701%0 1610 |
| U TR TINN VU PO AU PR A T | |
B R o B e o EARNARSREEEEEEssEs Ry e
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) T T e T T T
194.0 17. 40 17. 60 17. 80 18 00

m/z 51.05 14 _.49%

5000
133.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.40 17. 60 17. 80 18 00

8270-BM010919.M Fri Feb 01 22:55:48 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM020119\

Data File : BM018706.D

Aca On : 01 Feb 2019 13:55

Operator : JU/SJ

a?ggle ; K1297-01 AOC17.551
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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.01 28.35 ng 3574860 Phenanthrene-d10 17.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Undecanoic acid 186 C11H2202 000112-37-8 81
5 Pentadecanoic acid 242 C15H3002 001002-84-2 68
Abundance Scan 2537 (18.010 min): BM018706.D (-2531) (-) m/z 73.00 100.00%
431 73.0
5000 129 1 IL
213.2 LRI IR SRR SN B
171 1 256.3 sssg | 17:60 17.80 18.00 18.20 18.40
bl b 3, m/z 43.10 91.33%
m/z--> 50 100 150 200 250 300 350
Abundance #92228: n-Hexadecanoic acid
430 73.0
5000 256.0 AR AU
mo ﬂmﬂmmmmmmm
213.0 m/z 60.00 82.67%
1Q1.0 15701850 I |
m/z--> 150' s '260' B '2éo' - '360' ' "3éo'
Abundance #75071: Tetradecanoic acid
73.0

43.0 R REAREEE S L e
17.60 17.80 18.00 18.20 18.40
m/z 41.10 77.95%
5000 129.0
185.0 228.0
w0, o
Ll Lo I 1
m/z--> 50 100 150 200 250 300 350
Abundance #65565: Tridecanoic acid T T
73.0 17.60 17.80 18.00 18.20 18.40

m/z 55.10 70.57%

5000 129.0

JHQ
T ‘I IH ‘I . ‘ L h ‘ I‘ T T T - T T T T T T T I T T T T I T Trorr Trrirr Trrr TTrrr T T
m/z--> 50 100 150 200 250 300 350 17. 60 17. 80 18 00 18. 20 18 40

171.0
‘ 214.0
\

SN
w
o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM020119\

Data File : BM018706.D

Aca On : 01 Feb 2019 13:55

Operator : JU/SJ

a?ggle ; K1297-01 AOC17.551
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 11 Octadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

19.29 8.07 ng 1509560 Chrysene-di12 21.31
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 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 2755 (19.292 min): BM018706.D (-2750) (-) m/z 43.10 100.00%

43.1 73.0

:

5000
185.1 241'2 Trr|rrrr Trrryrrrrprrrr
19.00 19.20 19.40 19.60
i m/z 73.05 97.29%
m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid

5

129.0

19. OO 19 20 19. 40 19 60
1850 g4 2840 m/z 59.95  79.65%

157.0, [ 213.0,

150 200 250 300 350

5000

m/z-->
Abundance #83686: Pentadecanoic acid
43.0 73.0
R e N RERE
19.00 19.20 19.40 19.60
5000 129.0 m/z 41.10 77.21%
199.0 242.0
\ (Y ‘157 0 {
A H\\
m/z--> 50 150 200 250 300 350
Abundance #75072: Tetradecanoic acid R e
73.0 19.00 19.20 19.40 19.60
43.0 m/z 57.05 77.08%
5000 129.0
185.0
228.0
101
50| | M\‘h F I P S B 0V S LS SO
m/z--> 50 5 200 250 300 350 19. OO 19 20 19. 40 19 60

8270-BM010919.M Fri Feb 01 22:55:49 2019 Page: 13



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRVA\HPCHEMI\BNA M\DATA\BMO020119\

BM018706.D

01 Feb 2019 13:55

Jus/sJ

K1297-01 AOC17-SS1
3 Sample Multiplier: 1

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

= 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 Ethanol, 2-butoxy-, phospha... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
20.55 3.20 ng 598331 Chrysene-di12 21.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-butoxv-. phosphate (3:1) 398 C18H3907P 000078-51-3 50
2 Undecane. 3-methvl- 170 C12H26 001002-43-3 38
3 3.5-Dimethvldodecane 198 C14H30 107770-99-0 38
4 Octadecane. l1-iodo- 380 C18H37I 000629-93-6 38
5 Undecane, 2,9-dimethyl- 184 C13H28 017301-26-7 35
Abundance Scan 2969 (20.551 min): BM018706.D (-2964) (-) m/z 57.10 100.00%
57.1 n
5000
l 125.0 199.1
: 299.2 mmmmmmmm
- -.I, SEIW i AAQ L g 200 T %431 4149 s 43.10  55.75%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155889: Ethanol, 2-butoxy-, phosphate (3:1)
57.0
5000 BB UNNSUNERE
125.0 20,20 20.40 20.60 20.80
J 199.0 299.0 m/z 85.10 52.36%
zalOL Ldl | ogdro | [ 2550 | 3550 397.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #36168: Undecane, 3-methyl-
57.0
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rr
20.20 20.40 20.60 20.80
5000 m/z 71.10 48 .53%
99.0 141.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #55017: 3,5-Dimethyldodecane R R e e e
57.0 20.20 20.40 20.60 20.80
m/z 41.10 39.22%
5000
t 9.0 169.0
miz--> 50 100 150 200 250 300 350 400 20.20 20.40 20.60 20.80

8270-BM010919.

M Fri Feb 01 22:55:50 2019

Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM020119\

Data File : BM018706.D

Aca On : 01 Feb 2019 13:55

Operator : JU/SJ

a?ggle ; K1297-01 AOC17.551
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

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown21.01 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.01 13.50 ng 2524960 Chrysene-di12 21.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Propanediol. 3-benzvloxv-1.2... 266 C14H1805 013754-10-4 16
2 Noraestrel 312 C21H2802 006533-00-2 11
3 4-Benzvloxvpvridazine 1l-oxide 202 C11H10N202 002096-53-9 10
4 Benzvl phenvl sulfone 232 C13H1202S 003112-88-7 10
5 Benzaldehyde, 4-benzyloxy-3-meth... 287 C15H13NO5 002450-27-3 10
Abundance Scan 3047 (21.010 min): BM018706.D (-3042) (-) m/z 91.10 100.00%
911
5000
i Loy 7 2050 T 21100 720 o
29.1 : : : :
oL, '] iy 5291 165 .Jl,ll. 2882 81223501 4151 | /7 117.05  27.54%
m/z--> 50 100 150 200 250 300 350 400
Abundance #97732: 1,2-Propanediol, 3-benzyloxy-1,2-diacetyl-
91.0
5000 UM L AR B
20.60 20.80 21.00 21.20 21.40
43.0 m/z 57.10 24 .36%
NI I 147.0181.0 223.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #124137: Norgestrel
91.0
245.0
20.60 20.80 21.00 21.20 21.40
5000 53.0 m/z 43.10 20.60%
m/z--> 50 100 150 200 250 300 350 400
Abundance #57091: 4-Benzyloxypyridazine 1-oxide T T T T
91.0 20.60 20.80 21.00 21.20 21.40
m/z 207 .05 16.90%
5000
39.0 | 129.0 202.0
m/z--> 50 100 150 2(')0 250 300 350 400 20,60 20.80 21.00 21.20 21.40

8270-BM010919.M Fri Feb 01 22:55:51 2019

Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM020119\

Data File : BM018706.D

Aca On : 01 Feb 2019 13:55

Operator : JU/SJ

a?ggle ; K1297-01 AOC17.551
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 Eicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
21.45 5.99 ng 1119910 Chrysene-di12 21.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 98
2 Tetracosane 338 C24H50 000646-31-1 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 91
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 91
Abundance Scan 3122 (21.451 min): BM018706.D (-3118) (-) m/z 57.10 100.00%
57.1
5000
o1 21.20 21.40 21.60 21.80
141.1 . . . .
O L L3707 18322252 2051 3411 4151 4611 | 77 43,10 71.68%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #107655: Eicosane
57.0
5000 ERA SUNI B SO B

21.20 21.40 21.60 21.80
m/z 71.10 70.82%

I | 1| | 31441'? 183.0 225.0 282.0

m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #136481: Tetracosane

21.20 21.40 21.60 21.80
5000 m/z 85.10 52.83%

9.0
| ; 141.0183.0 225.0 267.0 338.0

m/z--> 0 50 100 150 200 250 300 350 400 450 J\
Abundance #115570: Heneicosane R e REREN R
57.0 21.20 21.40 21.60 21.80
m/z 41.10 30.48%
5000
9.0

15.0 || 141018302250 2960

I NN BB BEEEEE e
m/z--> 0 50 100 150 200 250 300 350 400 450 21.20 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM020119\

Data File : BM018706.D

Aca On : 01 Feb 2019 13:55

Operator : JU/SJ

a?ggle ; K1297-01 AOC17.551
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 Octadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.89 12.40 ng 2318300 Chrysene-di12 21.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Eilcosane 282 C20H42 000112-95-8 94
3 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 3197 (21.892 min): BM018706.D (-3192) (-) m/z 57.10 100.00%
57.1
5000
ot 21.60 21.80 22.00 22.20
141.1  206.1 : : : :
Okt b .ll,-.ll.i. 2032 30938851 4150 4891 54911 Tnsz  43.10  70.99%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #91036: Octadecane
57.0
5000 LN BN SV R

21.60 21.80 22.00 22.20
m/z 71.10 70.80%

9.0
1141.0183.0 254.0
A e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107654: Eicosane
57.0
21.60 21.80 22.00 22.20
5000 m/z 85.10 55.08%
00 141.0 e
-U183.0
A
m/z--> 50 100 150 200 250 300 350 400 450 500 550 J\
Abundance #115577: Pentadecane, 8-hexyl- e
43.0 21.60 21.80 22.00 22.20

m/z 41.10 27 .78%

5000 5.0
| 127 |, 239.0281.0

m/z--> 50 100 150 200 250 300 350 400 450 500 550 21. 60 21. 80 22. 00 22 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM020119\
Data File : BM018706.D

Aca On : 01 Feb 2019 13:55

Operator : JU/SJ

Sample : K1297-01

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 Docosane, 7-hexyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.35 17.79 ng 3327150 Chrysene-di12 21.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 7-hexvl- 394 C28H58 055373-86-9 93
2 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
3 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 93
4 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 93
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 3275 (22.351 min): BM018706.D (-3271) (-) m/z 57.10 100.00%
57.1
5000 A\ fk
o 22.00 22.20 22.40 22.60 '
41.2
ol 1|, | -01832225.2267.1300.3351.4 4020 4761 5092 7o 71 10 72.12%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #155180: Docosane, 7-hexyl-
57.0 J\
5000 IUABUVEB RS ----u-
22.00 22.20 22.40 22.60
F 16 m/z 43.10 70.30%
AL s 00 0 0s00am0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #115575: Eicosane, 10-methyl-
57.0
22,00 22.20 22.40 22.60
5000 m/z 85.10 53.79%
9.0
\ 5??191023902810
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #130022: Heptadecane, 9-hexyl- B EEEEE R e e e
43.0 22.00 22.20 22.40 22.60
m/z 41.10 26 .49%
5000 5.0
210.0
1 127.0169.077)""  267.0 323.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22100 22.20 22.40 22.60

8270-BM010919.M Fri Feb 01 22:55:53 2019

AQC17-SS1
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM020119\

Data File : BM018706.D

Aca On : 01 Feb 2019 13:55

Operator : JU/SJ

a?ggle ; K1297-01 AOC17.551
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 Heptadecane, 9-octyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

22 .86 25.36 ng 4252980 Perylene-d12 23.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 93
2 1-lodo-2-methvlundecane 296 C12H251 073105-67-6 93
3 Triacontane 422 C30H62 000638-68-6 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Tetratetracontane 619 C44H90 007098-22-8 91

Abundance Scan 3362 (22.862 min): BM018706.D (-3357) (-) m/z 57.10 100.00%

517.1
5000

9.1 IIIIIIIIIIIIIIIIIII
141113 9 22.60 22.80 23.00 23.20
Ok b, 1! L1 1 30052252267.1300.3351.4 399.0 4610 54921 sz 71.10  71.08%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #142113: Heptadecane, 9-octyl-
57.0
5000 I IL S S

22. 60 22. 80 23. OO 23. 20
m/z 43.10 69.21%

9.0
239.0
| 134101830 7" 281.0323.0
e o e L B e o e e o e I O S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #114973: 1-lodo-2-methylundecane
57.0
.”,.”. R R SR
22.60 22.80 23.00 23.20
5000 m/z 85.10 53.98%
9.0
\ FJJ . 169.0211.0 296.0
N e R e e A B s o e e e o e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #160628: Triacontane B S
57.0 22. 60 22. 80 23. 00 23. 20

m/z 55.10 25.44%

5000
9.0
| J%4}018302250267030903510 422.0

m/z--> 50 100 150 200 250 300 350 400 450 500 550 22. 60 22. 80 23. 00 23. 20

8270-BM010919.M Fri Feb 01 22:55:54 2019 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM020119\

Data File : BM018706.D

Aca On : 01 Feb 2019 13:55

Operator : JU/SJ

a?ggle ; K1297-01 AOC17.551
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 Docosane, 11-butyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

23.43 22.90 ng 3840510 Perylene-d12 23.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 11-butvl- 366 C26H54 013475-76-8 95
2 Heneicosane. 1l-pentvl- 366 C26H54 014739-72-1 94
3 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 91
4 Tetratriacontane 479 C34H70 014167-59-0 91
5 Heptadecane 240 C17H36 000629-78-7 91

Abundance Scan 3458 (23.427 min): BM018706.D (-3454) (-) m/z 57.10 100.00%

517.1
5000

\ 99.1 LB RN RN R

1411 183.2 23.20 23.40 23.60 23.80
ol Ak Jl Ly i°02 2252 267.0 8093 3691 4811 4762 | nyz 71.10  71.18%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #147098: Docosane, 11-butyl-
57.0

5000 L e LEEEE R
23 20 23. 40 23. 60 23. 80

m/z 43.10 68 .87%

99.0
| ;1410 2100 o530 3090 3660
N I o o L e o By
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #147102: Heneicosane, 11-pentyl-
43.0
EEEEE SRR L S
23.20 23.40 23.60 23.80
0
5000 5.0 m/z 85.10 52.53%
240 a0
‘ 'K 127 0 169 0 | U 336.0
—————
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)- S REEEEEEE RS
43.0 23 20 23. 40 23. 60 23. 80

m/z 55.10 26.20%

5000 - A
H Ju}zmlego 2250 2950 337.0

m/z--> 50 100 150 200 250 300 350 400 450 23 20 23. 40 23. 60 23. 80

8270-BM010919.M Fri Feb 01 22:55:54 2019 Page: 20



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM020119\

Data File : BM018706.D

Aca On : 01 Feb 2019 13:55

Operator : JU/SJ

a?ggle ; K1297-01 AOC17.551
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 Tetracosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

24 .09 18.01 ng 3020370 Perylene-d12 23.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 98
2 Docosane. 11-butvl- 366 C26H54 013475-76-8 95
3 Docosane. 9-butvl- 366 C26H54 055282-14-9 93
4 Heneicosane. 1ll-pentvl- 366 C26H54 014739-72-1 93
5 Docosane, 5-butyl- 366 C26H54 055282-16-1 91

Abundance Scan 3571 (24.092 min): BM018706.D (-3564) (-) m/z 57.10 100.00%

57.1
5000

9.1
141.1183.1995 2 23 80 24.00 24.20 24.40
oL 4 .Ul LI 35032522071 32313654 4132 49125350y 71 10 71.72%
m/z--> 50 100 15 O 200 250 300 350 400 450 500
Abundance #136482: Tetracosane

57.0

5000 IEEEREEEIEEERE REREE R
23. 80 24 00 24. 20 24 40

9.0 m/z 43.10 68.12%

| [1410183022502670 360
T i o o B o R LA e e |
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #147098: Docosane, 11-butyl-
57.0

23.80 24 00 24. 20 24.40

5000 m/z 85.10 54.77%
9.0
Lyd | 180 21002550 3090 3660
e e e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #147096: Docosane, 9-butyl-
57.0 23 80 24.00 24.20 24.40

m/z 55.10 24 .59%

5000
9.0
| 1 141.01820 2530 309.0 545

m/z--> 50 100 150 200 250 300 350 400 450 500 23. 80 24 00 24. 20 24 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM020119\
Data File : BM018706.D

Aca On : 01 Feb 2019 13:55

Operator : JU/SJ

Sample : K1297-01

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 Hexadecane, 3-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

24 .84 8.61 ng 1443660 Perylene-d12 23.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 3-methvl- 240 C17H36 006418-43-5 93
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
3 Heneicosane 296 C21H44 000629-94-7 90
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
5 Hexacosane, 9-octyl- 479 C34H70 055429-83-9 90

Abundance Scan 3698 (24.839 min): BM018706.D (-3693) (-) m/z 57.10 100.00%

517.1
5000

24.60 24.80 25.00 25.20

1| ) 111411 {183 20051 2942 353.3393.6 461.0503.2

I e L SIS A SSE SS SRR A STERECSE m/z 71.10 68.34%
m/iz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #82611: Hexadecane, 3-methyl-
57.0
5000 LIRS

24,60 24.80 25.00 25.20
m/z 43.10 66.77%

JP?OMM 211.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500

.

Abundance #86886: 2-Bromo dodecane
57.0
EE e A REE
24.60 24.80 25.00 25.20
5000 m/z 85.10 54 .43%
9.0 169.0
150 b, | 248.0
I B B A LA e B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #115570: Heneicosane R A EBEEmE S e

24.60 24.80 25.00 25.20

m/z 55.10 25.94%

5000

-

141.0183.0225.0  296.0
miz-> 0 50 100 150 200 250 300 350 400 450 500 2460 2480 25.00 25 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM020119\

Data File : BM0O18706.D

Acq On : 01 Feb 2019 13:55 Instrument :
Operator : JU/SJ BNA_M
Sample - K1297-01 ClientSampleld :
Misc : AOC17-SS1

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... 4.86 3.4 ng 238274 1 7.72 1390710 20.0
unknown? .25 7.25 79.9 ng 5556530 1 7.72 1390710 20.0
4-Hydroxy-3-methy... 14.57 4.1 ng 460251 3 14.37 2227300 20.0
Benzoic acid, 4-h... 14.85 5.8 ng 640486 3 14.37 2227300 20.0
unknown15.12 15.12 6.9 ng 764559 3 14.37 2227300 20.0
2-Propenoic acid, ... 16.17 4.2 ng 530927 4 17.12 2522160 20.0
2-Propenoic acid, ... 17.42 4.9 ng 622918 4 17.12 2522160 20.0
3-Hydroxy-4-metho... 17.65 9.6 ng 1210510 4 17.12 2522160 20.0
n-Hexadecanoic acid 18.01 28.4 ng 3574860 4 17.12 2522160 20.0
Octadecanoic acid 19.29 8.1 ng 1509560 5 21.31 3739780 20.0
Ethanol, 2-butoxy... 20.55 3.2 ng 598331 5 21.31 3739780 20.0
unknown21.01 21.01 13.5 ng 2524960 5 21.31 3739780 20.0
Eicosane 21.45 6.0 ng 1119910 5 21.31 3739780 20.0
Octadecane 21.89 12.4 ng 2318300 5 21.31 3739780 20.0
Docosane, 7-hexyl- 22.35 17.8 ng 3327150 5 21.31 3739780 20.0
Heptadecane, 9-oc... 22.86 25.4 ng 4252980 6 23.57 3354110 20.0
Docosane, 11-butyl- 23.43 22.9 ng 3840510 6 23.57 3354110 20.0
Tetracosane 24.09 18.0 ng 3020370 6 23.57 3354110 20.0
Hexadecane, 3-met... 24.84 8.6 ng 1443660 6 23.57 3354110 20.0
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