LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040415.D

Aca On : 10 Apr 2019 14:57

Operator : JU/SJ

Sample : K2344-04

Misc :

ALS Vial : 4 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 G\METHODS\8270-BG032719.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.603 421 428 441 rBV 796143 1291757 45.94% 5.281%
2 7.201 693 700 716 rBV 808633 1439206 51.18% 5.884%
3 7.577 756 764 777 rBV 808748 1399081 49.76% 5.720%
4 8.047 837 844 856 rVB 261138 442630 15.74% 1.810%
5 8.370 891 899 908 rBV 602260 1035283 36.82% 4.233%
6 9.222 1033 1044 1057 rBV 478561 886799 31.54% 3.626%
7 9.357 1061 1067 1074 rVB4 18254 33710 1.20% 0.138%
8 10.861 1315 1323 1331 rBV 335975 620656 22.07% 2.538%
9 10.926 1331 1334 1341 rVB5 17086 29554 1.05% 0.121%
10 13.300 1730 1738 1751 rBVY 1377404 2290426 81.46% 9.364%

11 13.605 1784 1790 1801 rBV 136607 246718 8.77% 1.009%
12 14.122 1872 1878 1884 rBV 105880 152839 5.44% 0.625%
13 14.392 1918 1924 1928 rBV 28973 51634 1.84% 0.211%
14 14.680 1963 1973 1980 rBV2 526219 883963 31.44% 3.614%
15 15.244 2063 2069 2079 rBV 78648 154098 5.48% 0.630%

16 15.491 2098 2111 2124 rVvB2 111979 316590 11.26% 1.294%
17 15.955 2185 2190 2195 rVB3 41661 57719 2.05% 0.236%
18 16.038 2198 2204 2210 rVB 33423 55084 1.96% 0.225%
19 16.108 2210 2216 2220 rBV 196450 302301 10.75% 1.236%
20 16.167 2220 2226 2239 rVB 981251 1557761 55.40% 6.369%

21 16.701 2311 2317 2322 rBV2 19343 32384 1.15% 0.132%
22 16.807 2329 2335 2336 rBv4 46849 72196 2.57% 0.295%
23 17.424 2430 2440 2452 rBV2 674776 1170624 41.63% 4._.786%
24 17.788 2497 2502 2506 rBV6 25679 44547 1.58% 0.182%
25 18.282 2581 2586 2594 rBV2 252541 397449 14.13% 1.625%
26 18.582 2634 2637 2641 rBv4 48212 70020 2.49% 0.286%
27 18.634 2643 2646 2648 rBv4 39075 46697 1.66% 0.191%
28 19.087 2718 2723 2736 rBv4 27544 77532 2.76% 0.317%
29 19.410 2774 2778 2779 rBV2 60210 75135 2.67% 0.307%
30 19.434 2779 2782 2789 rVB3 62524 110501 3.93% 0.452%
31 19.545 2798 2801 2808 rVB4 68232 95591 3.40% 0.391%
32 20.021 2876 2882 2896 rBV 2147766 2811887 100.00% 11.496%
33 20.280 2922 2926 2927 rBV4 31183 41829 1.49% 0.171%
34 20.491 2958 2962 2966 rBV6 38908 47233 1.68% 0.193%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040415.D

Aca On : 10 Apr 2019 14:57

Operator : JU/SJ

Sample : K2344-04

Misc :

ALS Vial : 4 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\HPCHEM1\BNA G\METHODS\8270-BG032719.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 20.785 3010 3012 3018 rVB6 28087 43131 1.53% 0.176%
36 20.926 3033 3036 3041 rBV2 23395 30697 1.09% 0.126%
37 20.979 3042 3045 3052 rVB9 25742 45648 1.62% 0.187%
38 21.296 3094 3099 3110 rBV2 236238 491329 17.47% 2.009%
39 21.478 3126 3130 3132 rBV2 32831 39892 1.42% 0.163%
40 21.696 3160 3167 3174 rBV2 663440 1134810 40.36% 4.640%
41 21.837 3188 3191 3197 rVB 69011 88473 3.15% 0.362%
42 22.442 3289 3294 3299 rBVY 97195 160158 5.70% 0.655%
43 22.589 3315 3319 3324 rVB4 27314 50557 1.80% 0.207%
44 22.830 3357 3360 3366 rBVS 17009 28546 1.02% 0.117%

45 23.135 3407 3412 3421 rVB 145428 271836 9.67% 1.111%
46 23.329 3442 3445 3454 rVB3 44484 82343 2.93% 0.337%
47 23.946 3544 3550 3557 rBV2 145107 318831 11.34% 1.304%
48 24.898 3706 3712 3717 rBVY 106944 256009 9.10% 1.047%
49 24.974 3717 3725 3740 rVB2 362905 1120895 39.86% 4 ._.583%
50 26.038 3899 3906 3917 rVB3 79811 246738 8.77% 1.009%

51 30.333 4621 4637 4660 rBV7 287746 1708015 60.74% 6.983%

Sum of corrected areas: 24459342
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040415.D

Aca On : 10 Apr 2019 14:57

Operator : JU/SJ

Sample : K2344-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG040415.D

2000000

1500000

1000000
5.60 7.20 7.58

8.37

500000 10.86
8.05 '

L 9.36 .93

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 1000 1050 1100 1150 1200 1250
Abundance TIC: BG040415.D

20.02
2000000

1500000 13.30

1000000 16.17

21.70

17.42

14.68
500000

13.61 1412 15.45.49 1641
14.39 ; A 15@) 18681 L

(O e o o o e B L L I L B B e e e B e O LA B e o o o o o o o o o o L B B

Time--> 13.00 13.50 14.00 14.50 15.00 15. 50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG040415.D

2000000
1500000
1000000

500000 24.97 30.33

23.14 23.95
53 [23.33 2450 26.04
VAYSN

e e e e

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040415.D

Aca On : 10 Apr 2019 14:57

Operator : JU/SJ

Sample : K2344-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 1 unknown7.58 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.58 63.22 ng 1399080 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 30
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9
Abundance Scan 765 (7.583 min): BG040415.D (-756) (-) m/z 131.95 100.00%
132
5000 68 j\»
© st 9|6 5 115 J 720 7.40 7.60 7.80 8.00
o gL el wens . m/z 68.00 42.59%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132

5000

720 7.40 7.60 7.80 8.00
m/z 134.00 32.31%

o T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69 R R )
104 7.20 7.40 7.60 7.80 8.00
5000 m/z 66.00 26.41%
31 5l 8
0 ‘ L1 H 1L . |
e T B e B L w
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl A mE s AR
57 132 7.20 7.40 7.60 7.80 8.00
24 m/z 69.00 16.17%
116
5000 98
SIS RS JAI 8 T N N
m/z--> 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040415.D

Aca On : 10 Apr 2019 14:57

Operator : JU/SJ

Sample : K2344-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 3 Vanillin Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.61 5.58 ng 246718 Acenaphthene-d10 14.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Vanillin 152 C8H803 000121-33-5 97
2 Benzaldehvde. 3-hvdroxv-4-methoxvy- 152 C8H803 000621-59-0 93
3 4-Hvdroxv-2-methoxvbenaldehvde 152 C8H803 018278-34-7 74
4 Vanillin lactoside 476 C20H28013 1000129-94-7 72
5 Benzaldehyde, 4-(methylthio)- 152 C8H80S 003446-89-7 72
Abundance Scan 1791 (13.611 min): BG040415.D (-1784) (-) m/z 151.00 100.00%
1!:
5000
81

13.20 13.40 13.60 13.80 14.00

51 l 109

o....,....,..'!'-'.,ﬂ.'-...",....,..I..l,.f‘..,.. e reaes | m/z 152.00  95. 10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #25795: Vanilin
151
5000 RS BRI UL I I
81 13.20 13.40 13.60 13.80 14.00
53 109 m/z 81.00 31.10%
.Z I||| AT 1 1]24
G A R A RS LARAN CAASE ARAN SARAS SR URAN SAARS AR LS AR AL
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #25891: Benzaldehyde, 3-hydroxy-4-methoxy-
152

13.20 13.40 13.60 13.80 14.00
5000 m/z 109.00 19.38%

81
109
2 i
}EPMAHWﬁMmPHWJMﬁf.“..””P.”P”w”..nnpn..”w””
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #25856: 4-Hydroxy-2-methoxybenaldehyde
151

13.20 13.40 13.60 13.80 14.00
m/z 123.00 17.19%

5000 o 123
1d8
o.nw”ﬁmjnﬁnjn.wjnpn....””..”P”w”..uupn..”w””

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.20 13.40 13.60 13.80 14.00

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040415.D

Aca On : 10 Apr 2019 14:57

Operator : JU/SJ

Sample : K2344-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 2,6-Dimethoxybenzoquinone Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.24 3.49 ng 154098 Acenaphthene-d10 14.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6-Dimethoxvbenzoauinone 168 C8H804 000530-55-2 90
2 1.2-Dimethacrvlovlhvdrazine 168 C8H12N202 020518-98-3 32
3 5-Ethvl-2-hepten-4-one 140 C9H160 1000374-14-2 32
4 1H-Pvrazole. 4.5-dihvdro-5-propvl- 112 C6H12N2 075011-90-4 27
5 Cyclopropanecarboxyllic acid, tr... 264 C17H2802 1000299-38-2 25
Abundance Scan 2068 (15.238 min): BG040415.D (-2063) (-) m/z 69.00 100.00%
69
53 80 168 ) L
a1 97 112 125 138 .o 15.00 15.20 15.40 15.60
0 m/z 80.00 27 .08%
m/z--> 20 40 60 80 100 120 140 160
Abundance #37217: 2,6-Dimethoxybenzoquinone
69
5000
53 15.00 15.20 15.40 15.60
15 80 168 m/z 52.95 25.00%
41 97 112 125 138
26 N T T 188
04 |||'|'|| IIIII II|II e —— ——r
m/z--> 20 40 60 80 100 120 140 160
Abundance #37125: 1,2-Dimethacryloylhydrazine
69
41 15.00 15.20 15.40 15.60
5000 m/z 167.90 19.68%
oL 15 30 | 55 | 84 | 1112 14035 |
miz--> o @ & i o o i
Abundance #18686: 5-Ethyl-2-hepten-4-one
69 15.00 15.20 15.40 15.60
m/z 59.00 14 .09%
5000
41 112
125
0 32 || 5\5 , 84 9\7 ‘ | 140
m/z--> 20 40 60 80 100 120 140 160 ' 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040415.D

Aca On : 10 Apr 2019 14:57

Operator : JU/SJ

Sample : K2344-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknownl5.49 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.49 7.16 ng 316590 Acenaphthene-d10 14.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6-Dimethvl-2-trans-6-octadiene 138 C10H18 002609-23-6 14
2 2.3.4-Trimethvl-hex-3-enal 140 C9H160 1000193-72-9 10
3 Vinvl crotonate 112 C6H802 014861-06-4 10
4 8-Chloro-1-octanol. bromomethvld... 314 C11H24BrCIOSi 1000375-56-8 10
5 1,5-Heptadiene, 3,6-dimethyl- 124 C9H16 034891-10-6 9
Abundance Scan 2111 (15.491 min): BG040415.D (-2098) (-) m/z 69.00 100.00%
69
5000 53 o5 130
111 125 1338 15.20 15.40 15.60 15.80
.I 1 [ m| 170179 ' ' ' ) 179
0....,”..ﬁ..Nn,ﬂ..qwn::,.ﬂl.wn..ﬂ.. g m/z 52.95 40.17%
m/z--> 20 60 80 100 120 140 160 180
Abundance #16932: 2,6-Dimethyl-2-trans-6-octadiene
69
41
5000
15.20 15.40 15.60 15.80
9 m/z 94.95 36.76%
B G VA - | 100 2 1
miz--> 20 40 60 80 100 120 140 160 180
Abundance #18718: 2,3,4-Trimethyl-hex-3-enal
69
55
15.20 15.40 15.60 15.80
41 111
5000 m/z 139.00 34 .09%
83
H A
0""I""I"" "NI"“'I'“l'I""I""I""I'
m/z--> 80 100 120 140 160 180
Abundance #6362: Vinyl crotonate
69 15.20 15.40 15.60 15.80
m/z 59.00 25.05%
41
5000
0 1‘5 27 I 53 ‘ 112
m/z--> 20 40 60 80 100 120 140 160 180 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040415.D

Aca On : 10 Apr 2019 14:57

Operator : JU/SJ

Sample : K2344-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Benzaldehyde, 4-hydroxy-3,5... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.11 5.16 ng 302301 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzaldehvde. 4-hvdroxv-3.5-dime... 182 C9H1004 000134-96-3 96
2 Benzenamine. N-(3-pvridinvimethyv... 182 C12H10N2 029722-97-2 53
3 7-Phosphabicvclol2.2_17Thept-2-en... 182 C11H19P 1000151-83-5 53
4 Norharmane. N-methvl- 182 C12H10N2 1000374-78-6 53
5 2-Hydroxyfluorene 182 C13H100 002443-58-5 53
Abundance Scan 2216 (16.108 min): BG040415.D (-2210) (-) m/z 182.00 100.00%
182
5000
39 5365 79 9 Ll o130 167 15.80 16.00 16.20 16.40
o L 27 . "m/z 181.00 62.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47759: Benzaldehyde, 4-hydroxy-3,5-dimethoxy-
182
5000 U AR UL SUULN B
15.80 16.00 16.20 16.40
m/z 111.00 16.15%
39 51 65 79 93 1139 167
I N PO N TV - O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47151: Benzenamine, N-(3-pyridinylmethylene)-
77 182
o1 15.80 16.00 16.20 16.40
5000 m/z 96.00 14.75%
63 104
. |
LA SRR S SRR SURLALLA WAL WL LI BRI B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47102: 7-Phosphabicyclo[2.2.1]hept-2-ene, 5-isopropyl-2,7...
182 15.80 16.00 16.20 16.40
167 m/z 65.00 12.23%
5000 41
27 111 125 140
Ok IIHII‘H‘ ‘H‘Hgg‘ H\‘\ HH\ H\\ \ H‘\ \“ ||||‘|||||||||
m/z--> 20 80 100 120 140 160 180 200 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040415.D

Aca On : 10 Apr 2019 14:57

Operator : JU/SJ

Sample : K2344-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 6
R.T. EstConc Area Relative to ISTD R.T.
18.28 6.79 ng 397449 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 n-Decanoic acid 172 C10H2002 000334-48-5 76
4 Undecanoic acid 186 C11H2202 000112-37-8 64
5 Tridecanoic acid 214 C13H2602 000638-53-9 64
Abundance Scan 2586 (18.282 min): BG040415.D (-2581) (-) m/z 73.00 100.00%
73
5000 129 L
7 213 e e
01 1° | 418711185 g oy 256 18.00 18.20 18.40 18.60
(o} m/z 43.00 98.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 LI UL BN BN UL
mmmmmmmm
m/z 60.00 98.77%
| lITJJ 143157171185199213
Ob e
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73
'18.00 18.20 18.40 18.60
5000 m/z 57.10 92 .25%
29
0.}ﬁ.”w.”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #39474: n-Decanoic acid RS A
60 73 18.00 18.20 18.40 18.60
m/z 55.00 83.30%
129
5000
87
m/z--> 20 80 100 120 140 160 180 200 220 240 260 18. oo 18. 20 18 40 18. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040415.D

Aca On : 10 Apr 2019 14:57

Operator : JU/SJ

Sample : K2344-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 1-Nonadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.30 8.66 ng 491329 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 94
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
3 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 94
4 Z-5-Nonadecene 266 C19H38 1000131-11-8 93
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 93
Abundance Scan 3100 (21.302 min): BG040415.D (-3094) (-) m/z 57.05 100.00%
57
83
5000 111
VLRI BN B
139 21.00 21.20 21.40 21.60
- ] 139066 105 25280277 M7 T A3T00 0 84.95%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #115906: 1-Nonadecene
43 7
69
5000 VLRI BN B
21.00 21.20 21.40 21.60
125 m/z 55.00 83.78%
RECIE Y \ . l 154 182 210 238 266
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227401: Heptadecy! heptafluorobutyrate
57
83 21,00 21.20 21.40 21.60
5000 m/z 83.00 74 .55%
111
UL 202
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #230207: Heptafluorobutyric acid, n-octadecy! ester B i e S e e
57 21.00 21.20 21.40 21.60
97 m/z 97.10 66 .59%
5000
125
29
oLl ‘ | | l | 19905224252 g7 448
m/z--> 50 100 150 200 250 300 350 400 450 21.00 21.20 2140 21.60

8270-BG032719.M Thu Apr 11 15:52:32 2019

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040415.D

Aca On : 10 Apr 2019 14:57

Operator : JU/SJ

Sample : K2344-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Tetradecane, 2,6,10-trimethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
22 .44 2.82 ng 160158 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 91
2 Heneicosane 296 C21H44 000629-94-7 87
3 Hexadecane 226 C16H34 000544-76-3 86
4 Heptadecane 240 C17H36 000629-78-7 86
5 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1000115-66-1 86
Abundance Scan 3294 (22.442 min): BG040415.D (-3289) (-) m/z 57.00 100.00%
q7
2% T _J\‘J\N/v
4 113 22120 22:40 22.60 22.80
155 207 . . . )
Obrrrrrrefredb b o 4130255 288 207 238 267285 825 | ot UaTheT 63, 10u
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #94356: Tetradecane, 2,6,10-trimethyl-
g7
5000 4 85 LRI SUREULN LB BUILN B
nmnmnmnm
m/z 71.05 56.63%
155
o Loy s ] 183 o720
m/z--> 25 45 éo éo 100 120 140 160 180 200 220 240 260 280 300 350
Abundance #141426: Heneicosane
g7
o 22120 22:40 22.60 22.80
5000 m/z 85.10 46 .24%
4
113
ol 23 | T ‘169 197 225 253 296
m/z--> 25 45 éo éo 160 150 140 160 180 200 220 240 260 280 300 350
Abundance #83028: Hexadecane N o R et
57 22.20 22.40 22.60 22.80
m/z 55.00 24 .39%
o 1 WM
0 29 il | 1]‘-3 | 141 ! 169 197 226
m/z--> 25 45 éo 80 100 120 140 160 180 200 220 240 260 2§o 300 350 22. 20 22. 40 22. 60 22. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040415.D

Aca On : 10 Apr 2019 14:57

Operator : JU/SJ

Sample : K2344-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 10 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
23.14 4.79 ng 271836 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Octacosane 394 C28H58 000630-02-4 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 3413 (23.141 min): BG040415.D (-3407) (-) m/z 57.10 100.00%

g7

5000 85

:

22.80 23.00 23.20 23.40
155 183 225
ol A ad “m 93204725 205 304 341 369 | n/z 43.00  67.44Y%
m/z--> 50 100 150 200 250 300 350
Abundance #129491: Eicosane

%

5000 85 LA L L L L LB L B
29 22.80 23.00 23.20 23.40
m/z 71.05 67.19%
0 I 12,241 169 197 225 p53 282
- I T T T T I T T T I T I I T I T T T T I T T I T T T T T I T T T I
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
T T T

22.80 23.00 23.20 23.40

5000 . m/z 85.05  43.94%
29
oL ] | (M8 141 169 197 225 253 281 309 337 365 394
I A Y It i i S R UL .
miz--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane T
57 22.80 23.00 23.20 23.40
m/z 55.00 19.57%
- 1 MM/‘/\J\/W\M
113
oL h ) J | Yt 169189 211 239 267 295 3p3 352
i ' e . e G R R as s s e,
miz--> 50 100 150 200 250 300 350 22.80 23.00 23.20 23.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040415.D

Aca On : 10 Apr 2019 14:57

Operator : JU/SJ

Sample : K2344-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

23.95 5.69 ng 318831 Perylene-d12 24 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Hexatriacontane 507 C36H74 000630-06-8 87
3 Tetracosane 338 C24H50 000646-31-1 87
4 Heptadecane 240 C17H36 000629-78-7 87
5 Heneicosane 296 C21H44 000629-94-7 87

Abundance Scan 3551 (23.952 min): BG040415.D (-3544) (-) m/z 57.00 100.00%

57

:

5000 85
113 23.60 23.80 24.00 24.20
141 245
168 211 287 398 428
Ol b Lt 208 2 A 82 B | M/z 43.05 63.73%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #209566: Octacosane
5000 LA L L L L L L L I

23.I60 23.I80 24.IOO 24.I20
m/z 71.05 59.99%

113141169197 205 253 281 300 337365 394

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane
T T
23.60 23.80 24.00 24.20
5000 m/z 85.05 48.10%

113141169 197225253 281309337 379 421449477 506

:

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #175559: Tetracosane e e
57 23.60 23.80 24.00 24.20

m/z 55.00 26 .68%

85
5000
29
oL, (13141169 197 925253 338
o R B R S e
mz-> 0 50 100 150 200 250 300 350 400 450 500 23.60 23.80 24.00 24.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040415.D

Aca On : 10 Apr 2019 14:57

Operator : JU/SJ

Sample : K2344-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Pentacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
24 .90 4.57 ng 256009 Perylene-di12 24 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 87
2 Octacosane 394 C28H58 000630-02-4 87
3 Hexadecane. 1-iodo- 352 C16H33lI 000544-77-4 83
4 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 83
5 Tetracosane 338 C24H50 000646-31-1 83
Abundance Scan 3712 (24.898 min): BG040415.D (-3706) (-) m/z 57.10 100.00%
57
5000 85 }\
LU B B
113 141 168 207 24.60 24.80 25.00 25.20
ol b T T 108 1220298 281302327 356 415 | 75 7110 57.36%
m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane
57
5000 85 UL DA DR
mmmm%m%m
113 m/z 43.00 56.46%
L2 ﬂ 14 11169139211 230 267 295 323 352
m/z--> §0 150 200 2éo 360 3éo 460
Abundance #209566: Octacosane
57
24.60 24.80 25.00 25.20
5000 g5 m/z 85.05 43 .00%
29
ol l || M2 141 169 197 225 253 281 309 337 365 394
m/z--> §0 160 1éo 260 2éo 360 3éo 460
Abundance #184946: Hexadecane, 1-iodo- e B RmmwEasEee e
57 24.60 24.80 25.00 25.20
m/z 55.00 21.36%
85
5000
225
113
Al I et - SN T
m/z--> 50 100 150 200 250 300 350 400 2460 2480 2500 2520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040415.D

Aca On : 10 Apr 2019 14:57

Operator : JU/SJ

Sample : K2344-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Tridecane, l-iodo- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

26.04 4.40 ng 246738 Perylene-d12 24 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 90
2 Heptacosane 380 C27H56 000593-49-7 90
3 Tridecane. l-iodo- 310 C13H271 035599-77-0 87
4 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 86
5 Heptadecane 240 C17H36 000629-78-7 86

Abundance Scan 3906 (26.038 min): BG040415.D (-3899) (-) m/z 57.05 100.00%

57
5000

25.80 26.00 26.20 26.40
m/z 71.10 73 .13%

0 35155 178 207 251 295 327

m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane

%

5000 85 L I BB
2580 26. OO 26 20 2640

m/z 43.00 70.10%

113
NEA R ]] | oM 169189211 239 267 295 323 352
i A | s A L SRl
miz--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
M
25.80 26.00 26.20 26.40
5000 m/z 85.05 57.69%
85
29
oL T | J 113 141 160 107 205 253 281 323 351 380
- ....,. 2
miz--> 50 100 150 200 250 300 350
Abundance #152416: Tridecane, 1-iodo- T T
57 25.80 26.00 26.20 26.40
m/z 55.00 29.09%
o i Awww¢qhﬂﬂwwdﬂ\Wwﬂkﬂwkmew
28
113 183
0 .[.,‘.‘..L., AR N NN - - N
miz--> 50 100 150 200 250 300 350 25.80 26.00 26,20 26.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040415.D

Aca On : 10 Apr 2019 14:57

Operator : JU/SJ

Sample : K2344-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 _gamma.-Sitosterol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
30.33 30.48 ng 1708020 Perylene-d12 24 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _agamma.-Sitosterol 414 C29H500 000083-47-6 99
2 _beta.-Sitosterol 414 C29H500 000083-46-5 97
3 .beta.-Sitosterol acetate 456 C31H5202 000915-05-9 46
4 26-Homo-25-hvdroxvcholesterol 416 C28H4802 1000124-49-0 37
5 Ergost-5-en-3-ol, (3.beta.)- 400 C28H480 004651-51-8 35
Abundance Scan 4637 (30.333 min): BG040415.D (-4621) (-) m/z 43.00 100.00%
a3
105
5000
30.00 30.20 30.40 30.60
Ol m/z 55.00 74 _.29%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #217434: .gamma.-Sitosterol
43
5000 UARSUABRUABUVAREE
30.00 30.20 30.40 30.60
m/z 57.00 63.92%
0 II|I ik
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #217432: .beta.-Sitosterol
43
30.00 30.20 30.40 30.60
5000 m/z 104.95 60.67%
81107 414
“’ S173 213 o5 303,., 381
O
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #228560: .beta.-Sitosterol acetate R e AR
43 30.00 30.20 30.40 30.60
m/z 107 .00 53.43%
5000
81107 147 396
o ‘J‘m” 73 215 255288315 354 | 428456
m/z--> 50 100 150 200 250 300 350 400 450 500 30.00 30.20 30.40 30.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG041019\
Data File : BG040415.D

Acq On : 10 Apr 2019 14:57

Operator : JU/SJ

Sample . K2344-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown7 .58 7.58 63.2 ng 1399080 1 8.05 442630 20.0
Vanillin 13.61 5.6 ng 246718 3 14.68 883963 20.0
2,6-Dimethoxybenz... 15.24 3.5 ng 154098 3 14.68 883963 20.0
unknown15.49 15.49 7.2 ng 316590 3 14.68 883963 20.0
Benzaldehyde, 4-h... 16.11 5.2 ng 302301 4 17.42 1170620 20.0
n-Hexadecanoic acid 18.28 6.8 ng 397449 4 17.42 1170620 20.0
1-Nonadecene 21.30 8.7 ng 491329 5 21.70 1134810 20.0
Tetradecane, 2,6,... 22.44 2.8 ng 160158 5 21.70 1134810 20.0
Eicosane 23.14 4.8 ng 271836 5 21.70 1134810 20.0
Octacosane 23.95 5.7 ng 318831 6 24.97 1120900 20.0
Pentacosane 24 .90 4.6 ng 256009 6 24.97 1120900 20.0
Tridecane, l-iodo- 26.04 4.4 ng 246738 6 24.97 1120900 20.0
-.gamma.-Sitosterol 30.33 30.5 ng 1708020 6 24.97 1120900 20.0
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