LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG103119\

Data File : BG043447.D

Aca On : 31 Oct 2019 23:34 Instrument :

Operator : JU BNA_G

Sample - K5614-01 ClientSampleld :

Misc - [TREATMENT-SYSTEM-MEDIA
ALS Vial : 14 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-BG102119.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 3.196 13 18 32 rvB 86557 178758 3.88% 0.582%
2 5.130 341 347 362 rBV 118684 186797 4 .05% 0.608%
3 5.611 421 429 441 rBV 557845 989908 21.47% 3.222%
4 7.209 692 701 718 rBV 591431 1118869 24.27% 3.642%
5 7.568 750 762 783 rBV 639830 1182462 25.65% 3.849%
6 8.020 832 839 851 rBV 153448 277209 6.01% 0.902%
7 8.349 885 895 903 rBV 530369 942669 20.45% 3.068%
8 9.184 1030 1037 1049 rBV 341745 702581 15.24% 2.287%
9 10.829 1308 1317 1328 rBV 170874 354981 7.70% 1.155%
10 13.273 1726 1733 1748 rBV 1126410 1842799 39.97% 5.998%

11 14.648 1961 1967 1981 rBV 318821 536701 11.64% 1.747%
12 15.083 2031 2041 2048 rBV 154403 276629 6.00% 0.900%
13 16.140 2214 2221 2244 rBV 847420 1417832 30.76% 4.615%
14 16.798 2327 2333 2338 rBV3 35896 63348 1.37% 0.206%
15 17.303 2414 2419 2425 rVB3 54325 69157 1.50% 0.225%

16 17.398 2425 2435 2446 rBV 386901 655346 14.22% 2.133%
17 18.291 2582 2587 2600 rBV 246945 409531 8.88% 1.333%

18 18.931 2691 2696 2705 rBV3 27909 70059 1.52% 0.228%
19 19.201 2738 2742 2753 rVB2 29487 50258 1.09% 0.164%
20 19.436 2780 2782 2791 rVB7 28833 60967 1.32% 0.198%
21 19.554 2798 2802 2818 rBV2 192049 298842 6.48% 0.973%
22 19.777 2835 2840 2843 rBV 52334 62244 1.35% 0.203%
23 19.812 2843 2846 2850 rVB2 39755 50805 1.10% 0.165%

24 19.871 2851 2856 2873 rBV3 99505 377250 8.18% 1.228%
25 20.006 2873 2879 2892 rVB 2208069 2960199 64.21% 9.635%

26 20.306 2926 2930 2935 rVB2 99410 117001 2.54% 0.381%
27 20.476 2954 2959 2965 rBvV4 45277 100736 2.19% 0.328%
28 20.670 2987 2992 3003 rVBS8 56630 125016 2.71% 0.407%
29 20.799 3009 3014 3018 rBV2 198004 236312 5.13% 0.769%
30 21.305 3095 3100 3112 rVvV 252209 339282 7.36% 1.104%

31 21.663 3153 3161 3177 rVB2 451737 881818 19.13% 2.870%
32 21.851 3186 3193 3198 rBvV 310370 473697 10.28% 1.542%
33 21.916 3198 3204 3214 rVB2 122629 236981 5.14% 0.771%
34 22.450 3289 3295 3302 rBV 350017 558448 12.11% 1.818%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG103119\

Data File : BG043447.D

Aca On : 31 Oct 2019 23:34 Instrument :

Operator : JU BNA_G

Sample - K5614-01 ClientSampleld :

Misc - [TREATMENT-SYSTEM-MEDIA
ALS Vial : 14 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\HPCHEM1I\BNA G\METHODS\8270-BG102119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 23.138 3405 3412 3419 rBV 365271 686633 14.89% 2.235%

36 23.338 3440 3446 3452 rBV6 29233 59279 1.29% 0.193%
37 23.767 3513 3519 3528 rVB2 156354 328990 7.14% 1.071%
38 23.937 3540 3548 3558 rVB 329719 673892 14.62% 2.193%
39 24.871 3696 3707 3719 rBV4 502497 1480970 32.13% 4_.820%
40 25.100 3739 3746 3751 rBV6 20213 48809 1.06% 0.159%

41 25.535 3804 3820 3833 rBV 858363 2606957 56.55% 8.485%
42 25.741 3849 3855 3869 rVB6 39705 121425 2.63% 0.395%
43 25.993 3887 3898 3912 rvB4 175074 536517 11.64% 1.746%
44 26.587 3986 3999 4011 rBV4 147253 513204 11.13% 1.670%
45 27.333 4105 4126 4141 rVB6 95362 457345 9.92% 1.489%

46 29.771 4530 4541 4544 rBV7 30394 93879 2.04% 0.306%
47 30.147 4595 4605 4608 rBV10 25462 82470 1.79% 0.268%

48 31.152 4764 4776 4777 rBV3 85594 219103 4._75% 0.713%
49 31.810 4855 4888 4905 rBV2 786697 4609940 100.00% 15.004%

Sum of corrected areas: 30724905
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG103119\
Data File : BG043447.D

Aca On : 31 Oct 2019 23:34

Operator :© JU

Sample : K5614-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

[TREATMENT-SYSTEM-MEDIA

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.M

Quant Title

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG043447.D
2000000
1500000
1000000
7.57
5.61 7.21 8.35
500000
9.18
3.20 5.13 8.02 10.83
o e e e e e ! e ———— e e e e
Time--> 350 4.00 450 500 550 6.00 650 7.00 7.50 800 850 9.00 9.50 1000 1050 1100 1150 1200 1250
Abundance TIC: BG043447.D
20.01
2000000
1500000
13.27
1000000
16.14
21.66
500000
1465 17.40 ) o185 2245
18.29 1.30
15.08 19.55 20,80 92
. 16.80 17.40 18.989.20. [ “ete
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: BG043447.D
2000000
1500000
1000000
25.54 3181
24.87
500000] 93 14 23.94
23.7 25.99
23.34 25.10 | 5. 7_/\ 2/7,63 29.7730.15 3L15
O B A E Ea S e e e e e e ELABL B s s s 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\BG103119\

Data File : BG043447.D

Aca On : 31 Oct 2019 23:34

Operator : JU

Sample : K5614-01 :

Misc : TREATMENT-SYSTEM-MEDIA
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.M
Quant Title : 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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 7

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

3.20 12.90 ng 178758 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 9
4 Acetic acid. hvdroxv-. ethvl ester 104 C4H803 000623-50-7 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 7

Abundance Scan 19 (3.202 min): BG043447.D (-13) (-) m/z 73.10 100.00%
7B T
5000
43
3.20 3.30 3.40 3.50 3.60
O‘J;LJ..,....,....,....2;‘3?...,....,....,....4?? m/z 43.10 35.38%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #4492: Butane, 2-methoxy-2-methyl-
7B
5000 HUAS AN AR AR AR AR
43 3.20 3.30 3.40 3.50 3.60
‘ m/z 55.05  29.43%
A
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
7B
3,20 3.30 3.40 3.50 3.60
5000 a1 m/z 87.10 29.07%
ol lm ‘ h 97 129
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #7506: 2-Methyl-5-hexen-3-ol
7B 3.20 3.30 3.40 3.50 3.60
m/z 71.10 11.14%
43
5000
0}éhtﬁi"l"'W""I'”'I""P"'I"”I""I' ﬂ“fX%Tﬁ“TF"ﬂT"ﬁT"ﬁ
m/z--> 50 100 150 200 250 300 350 400 450 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG103119\

Data File : BG043447.D

Aca On : 31 Oct 2019 23:34

Operator : JU

Sample : K5614-01 :

Misc : TREATMENT-SYSTEM-MEDIA
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.M
Quant Title : 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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.13 13.48 ng 186797 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Guanidine 59 CH5N3 000113-00-8 43
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 42
4 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 40
5 Hydrazine, 1,1-bis(l-methylethyl)- 116 C6H16N2 000921-14-2 38

Abundance Scan 347 (5.130 min): BG043447.D (-341) (-) m/z 43.10 100.00%
43
59
5000
101 B e AR ma
83 480 500 520 5.40
o...,....,....,.??.','!:..??.-!'Ii....,??..,.-...,....-,....,....,..1.2.?....,....,1.“.3.4.,.. m/z 59.10 70.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl- /\\
43
5000 L UL L UL I
59 480 500 520 540
m/z 101.10 22.14%
it 83 03')
S L R L A B R A AR A ARAN BAAR ARAS LRI RARA SRRSO
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #256: Guanidine
43 59
480 5.00 520 540
5000 18 m/z 58.10 17.92%
28
0'“v”M““ﬁ“JWHVHW““P“WH“V“W““V“W““P“W““V“W“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8358: 2-Hexanol, 2-methyl-
59 480 5.00 5.20 5.40
m/z 41.10 9.24%
5000
43 101
0 ”'P%?'P"W"'hkh”?}jmi'”é?”"f?'ﬁ"”l'”'l”"P"'P"W"”I'”'I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG103119\

Data File : BG043447.D

Aca On : 31 Oct 2019 23:34

Operator : JU

Sample : K5614-01 :

Misc : TREATMENT-SYSTEM-MEDIA
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.M
Quant Title : 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 3 unknown7.57 Concentration Rank 1

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

7.57 85.31 ng 1182460 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10

Abundance Scan 762 (7.568 min): BG043447.D (-750) (-) m/z 132.00 100.00%
132
5000 68 j\_
40 54 75 % 720 7.40 7.60 7.80 8.00
104 . ) . . .
0 471 &7 s m/z 68.10 41.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
7.20 7.40 7.60 7.80 8.00
31 4, 51 78 m/z 134.00 34.23%
0‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132
720 7.40 7.60 7.80 8.00
5000 m/z 66.10 29.24%
J 15 28 3 = 6 77 90 104
iz 1 % 3 4 0 8 o B 8 100 110 150 130 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132 7.20 7.40 7.60 7.80 8.00
m/z 69.10 18.77%
5000
33 a4 o 97 105
0 510 P e | | s
m/z--> 10 20 30 40 §0 60 70 80 90 100 110 120 130 140 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\BG103119\

Data File : BG043447.D

Aca On : 31 Oct 2019 23:34

Operator : JU

Sample : K5614-01 :

Misc : TREATMENT-SYSTEM-MEDIA
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.M
Quant Title : 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 5 Dodecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.08 10.31 ng 276629 Acenaphthene-d10 14.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 97
2 n-Decanoic acid 172 C10H2002 000334-48-5 59
3 Undecanoic acid 186 C11H2202 000112-37-8 53
4 Nonanoic acid 158 C9H1802 000112-05-0 50
5 Dodecanoic acid, l-methylethyl e... 242 C15H3002 010233-13-3 45
Abundance Scan 2041 (15.083 min): BG043447.D (-2031) (-) m/z 73.10 100.00%
60 73
41
5000 129
85 115 157 U A, U

97 143 171 o 200 14.80 15.00 15.20 15.40

o} m/z 60.10 94 .56%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61122: Dodecanoic acid
73
60

5000 L e
43 129 1480 15.00 15.20 15.40

157 m/z 41.05 62.04%

115
| || 101 143 | 171 200
o il ||.'“ .H S P N N e Bt
m/z--> 20 40 60 100 120 140 160 180 200
Abundance #39469. n-Decanoic acid
60 73

14.80 15. 00 15.20 15.40

5000 41 m/z 55.10 60.86%
129
29
87
101 115 143 172

oL AL .,..uw“fﬁm.,hl. T .-
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50052: Undecanoic acid

a1 60 73 14.80 15.00 15.20 15.40

m/z 43.10 59.09%

5000 29
129 143
101 115
I | m R A . .

m/z--> 20 40 60 100 120 140 160 180 200 14.80 15.00 15.20 15.40

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG103119\

Data File : BG043447.D

Aca On : 31 Oct 2019 23:34

Operator : JU

Sample : K5614-01 :

Misc : TREATMENT-SYSTEM-MEDIA
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.M
Quant Title : 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 6 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.29 12.50 ng 409531 Phenanthrene-d10 17.40
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 97
3 Pentadecanoic acid 242 C15H3002 001002-84-2 68
4 Tetradecanoic acid 228 C14H2802 000544-63-8 68
5 Dodecanoic acid 200 C12H2402 000143-07-7 53
Abundance Scan 2587 (18.291 min): BG043447.D (-2582) (-) m/z 73.10 100.00%
43 60 P }\\
5000
129 213
97 157 171 185 256 LRI SUULSE BN BUULN BULRAL
|| | i{ 15 14377 Y199 | 207 1800 1820 1840 1860
o.n,n.w.d.. m/z 60.10 81.44%
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 LS UL BULILUL B UL
mmmmmmmm
m/z 43.10 78.74%
TJJ 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73
43 18.00 18.20 18.40 18.60
5000 29 129 m/z 41.10 72 .06%
143157 214
0,,,|,\l,,\lm A
m/z--> 20 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
m/z 55.10 70.58%
5000 129
29
199
‘ 143157171185 242
O.Fﬁﬂ”wﬂn

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG103119\

Data File : BG043447.D

Aca On : 31 Oct 2019 23:34

Operator : JU

Sample : K5614-01 :

Misc : TREATMENT-SYSTEM-MEDIA
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.M
Quant Title : 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 7 Octadecanoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
19.55 6.78 ng 298842 Chrysene-di12 21.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 76
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 62
4 Pentadecanoic acid 242 C15H3002 001002-84-2 58
5 Undecanoic acid 186 C11H2202 000112-37-8 55

Abundance Scan 2801 (19.548 min): BG043447.D (-2798) (-) m/z 43.10 100.00%

73

5000

19.20 19.40 19.60 19.80
m/z 73.05 85.84%

04
m/z--> 50 100 150 200 250 300 350
Abundance #131262: Octadecanoic acid

5000
19.20 19.40 19.60 19.80

m/z 41.10 83.25%

04
m/z--> 50 100 150 200 250 300 350
Abundance #84452: Tetradecanoic acid
3
43 T T T T
19.20 19.40 19.60 19.80
5000 129 m/z 60.05 82.80%
185
‘ “ 228
0.15.|‘.“,"'. Ji““‘ ! ‘157{ ‘.‘,20.9.“..,....,....
m/z--> 50 150 200 250 300 350
Abundance #107549. n-Hexadecanoic acid
60 19.20 19.40 19.60 19.80
m/z 55.10 81.22%
4
5000 129
H H 157 185 213 256
m/z--> 50 150 200 250 300 350 19. 20 19. 40 19 60 19. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG103119\

Data File : BG043447.D

Aca On : 31 Oct 2019 23:34

Operator : JU

Sample : K5614-01 :

Misc : TREATMENT-SYSTEM-MEDIA
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.M
Quant Title : 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 8 unknownl19.87 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

19.87 8.56 ng 377250 Chrysene-di12 21.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Benzenedicarboxvlic acid. bi... 254 C12H1406 000959-26-2 43
2 2-Anthracenamine 193 C14H11N 000613-13-8 30
3 2.4.6-Trimethoxvbenzonitrile 193 C10H11NO3 002571-54-2 27
4 T1.17-Biphenvl1-4-acetonitrile 193 C14H1i1N 031603-77-7 27
5 2-Aminophenanthrene 193 C14H11N 003366-65-2 27
Abundance Scan 2856 (19.871 min): BG043447.D (-2851) (-) m/z 193.00 100.00%

193
149
5000 211
78 ‘|’ N 1550 19130 2000 2030
45 59

o...,....,-.'.'..',...'I,...'.,'.-...,|~..’ﬁ?..'..,..'..,.. b2 8L | Tm/z 149.10  59.73%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105113: 1,4-Benzenedicarboxylic acid, bis(2-hydroxyethyl)...
193
149 211

5000 N e e I w
19. 60 19. 80 2000 20. 20

m/z 211.10 44 _19%

104 121
1529 44 659 %7935 | 167 237 255
B A B e e o o e e B S RARES L s RN R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55483: 2-Anthracenamine
193
19.60 19.80 20.00 20.20
5000 165 m/z 104.10 23.32%
97
0 28 51 \70 \’ 115 139 Il \‘
B R B L e o R o S AR L L R RNRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55144: 2,4,6-Trimethoxybenzonitrile
193 19.60 19.80 20.00 20.20
m/z 76.00 17.89%
5000
164
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG103119\

Data File : BG043447.D

Aca On : 31 Oct 2019 23:34

Operator : JU

Sample : K5614-01 :

Misc : TREATMENT-SYSTEM-MEDIA
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.M
Quant Title : 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 9 Tricosane, 2-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

20.80 5.36 ng 236312 Chrysene-di12 21.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane. 2-methvl- 338 C24H50 001928-30-9 90
2 Heptacosane 380 C27H56 000593-49-7 87
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 83
4 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 83
5 Hexacosane 366 C26H54 000630-01-3 81

Abundance Scan 3014 (20.799 min): BG043447.D (-3009) (-) m/z 57.10 100.00%

5000 85

20.40 20.60 20.80 21.00 21.20

J 1 m32155 183 205225244 281 309 338

0...,"..‘ e e BB et o o o m/z 43.10 68.36%
m/z--> 50 100 150 200 250 300 350
Abundance #175566: Tricosane, 2-methyl-
43
5000 71 L B B
20.40 20.60 20.80 21.00 21.20
m/z 71.05 62.13%
99 295
0 1 A (127 155 183 211 239 267 323
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57
20.40 20.60 20.80 21.00 21.20
5000 85 m/z 85.10 45 .80%
29 113 14
ol ) 1 |y 169 197 225 253 261 309 337 380
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57 20.40 20.60 20.80 21.00 21.20
m/z 41.10 35.91%
5000 85
113
ol 38 J Ly A 141 169 197 239 267 204 323 352
m/z--> 50 100 150 200 250 300 350 20 40 20. 60 20. 80 21. 00 21. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG103119\

Data File : BG043447.D

Aca On : 31 Oct 2019 23:34

Operator : JU

Sample : K5614-01 :

Misc : TREATMENT-SYSTEM-MEDIA
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.M
Quant Title : 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 10 Pentacosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
21.30 7.70 ng 339282 Chrysene-di12 21.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 98
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane. 1l1-decvl- 437 C31H64 055320-06-4 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 3099 (21.299 min): BG043447.D (-3095) (-) m/z 57.10 100.00%

5000

21.00 21.20 21.40 21.60
m/z 43.10 66.24%

o 155183 225252 281 309 355

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane

5000
21.00 21.20 21.40 21.60

m/z 71.05 59.84%

211 239 267 295 323 352

0
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
21.00 21.20 21.40 21.60
5000 85 m/z 85.05 44 _80%
113
o 211 717 141 169 197 225 267 295 365 393
A e e e e e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #223853: Heneicosane, 11-decyl-
57 21.00 21.20 21.40 21.60
m/z 41.10 27 .70%
5000 85
29 295
113 141
o bl | 7°,241 169 197 225 266 | 323 435
e e e T LA o e e A B s e o B O B | T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG103119\

Data File : BG043447.D

Aca On : 31 Oct 2019 23:34

Operator : JU

Sample : K5614-01 :

Misc : TREATMENT-SYSTEM-MEDIA
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.M
Quant Title : 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 11 Docosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.85 10.74 ng 473697 Chrysene-di12 21.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 95
2 Tetracosane 338 C24H50 000646-31-1 90
3 Docosane 310 C22H46 000629-97-0 90
4 Triacontane 422 C30H62 000638-68-6 90
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 3193 (21.851 min): BG043447.D (-3186) (-) m/z 57.10 100.00%
57
5000 85
J]fmmgmmmM%3mm 496 21.60.21.80 22,00 22.20
e N m/z 43.10 70.21%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141424: Heneicosane
5000

21.60 21.80 22.00 22.20
m/z 71.10 67.27%

113141160197 29555 296

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #175557: Tetracosane
21.60 21.80 22.00 22.20
5000 a5 m/z 85.10 50.85%

113 141 169 197 225 253 281 309 338

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #153222: Docosane
21.60 21.80 22.00 22.20
m/z 55.10 26.36%
5000 85

113 141 169 197 225 253 281 310
g I I I I
mz-> 0 50 100 150 200 250 300 350 400 450 500 21.60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG103119\

Data File : BG043447.D

Aca On : 31 Oct 2019 23:34

Operator : JU

Sample : K5614-01 :

Misc : TREATMENT-SYSTEM-MEDIA
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.M
Quant Title : 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 12 unknown21.92 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
21.92 5.37 ng 236981 Chrysene-di12 21.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl 2.5.8.11.14.17-hexaoxanona... 338 C15H3008 1000366-80-6 35
2 CH3SiH2SiH(CH3)2 104 C3H12Si2 000814-74-4 32
3 Methvl 2-(2-(2-methoxvethoxv)eth... 192 C8H1605 1000366-88-2 25
4 Methvl 2.5.8.11.14.17-hexaoxanon... 324 C14H2808 1000366-81-4 25
5 2-Propanol, 1-[1-methyl-2-(2-pro... 174 C9H1803 055956-25-7 22
Abundance Scan 3205 (21.922 min): BG043447.D (-3198) (-) m/z 227.20 100.00%
59
5000
l 103 18
133155 21.60 21.80 22.00 22.20
ol A MMM m/z 59.10 71.91%
m/z--> 50 100 150 200 250 300 350 400
Abundance #174931: Ethyl 2,5,8,11,14,17-hexaoxanonadecan-19-oate
59
103
131
5000
21.60 21.80 22.00 22.20
29 m/z 58.10 29.80%
oL kaOII. b1 175 219 249 293
m/z--> 50 100 150 200 250 300 350 400
Abundance #4637: CH3SiH2SiH(CH3)2
59
21.60 21.80 22.00 22.20
5000 m/z 45.10 29.07%
103
31
0"J'hﬁukmﬂ""l""l""I""I""I""I"
m/z--> 50 100 150 200 250 300 350 400
Abundance #54915: Methyl 2-(2-(2-methoxyethoxy)ethoxy)acetate T E B e B e
59 21.60 21.80 22.00 22.20
m/z 103.10 23.56%
5000 117
29 89
0|‘|‘U|1|=lhu"||“|||\:!-4|7||||||||| T
m/z--> 50 100 150 200 250 300 350 400 21.60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG103119\

Data File : BG043447.D

Aca On : 31 Oct 2019 23:34

Operator : JU

Sample : K5614-01 :

Misc : TREATMENT-SYSTEM-MEDIA
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.M
Quant Title : 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 13 Octadecane, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.45 12.67 ng 558448 Chrysene-di12 21.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 2-methvl- 268 C19H40 001560-88-9 94
2 Hexacosane 366 C26H54 000630-01-3 93
3 Heptadecane. 3-methvl- 254 C18H38 006418-44-6 93
4 Octadecane. l1-iodo- 380 C18H37I 000629-93-6 92
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 3295 (22.450 min): BG043447.D (-3289) (-) m/z 57.10 100.00%
q7
5000 85 4
113 22.20 22.40 22.60 22.80
141 169
ok, .3}, AT M 169 197 225 253 281 300 33736380 s 7110 64.96%
m/z--> 50 100 150 200 250 300 350
Abundance #117648: Octadecane, 2-methyl-
43
71
5000
22.20 22.40 22.60 22.80
m/z 43.10 63.53%
9 127 155 225
0‘-v—v—lll'|-'|--lull|-‘l |--1-83-|--l--2|53----|----|----
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
—v—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—v—
22.20 22.40 22.60 22.80
5000 85 m/z 85.10 49.44%
. %9“ j I i 11113‘\141 160 197 25 253 205 323 367
m/z--> 50 100 150 200 250 300 350
Abundance #105891: Heptadecane, 3-methyl-
57 22.20 22.40 22.60 22.80
m/z 55.10 26.43%
5000 85 \AN~#KWMI~%%/\VJ*M~MNﬂMMMM
29 113 225
0.“.‘.|‘.'|..l‘.‘Jl.“.\.1?’1'.16:9.:.[97..‘..25‘.1...|....|.... R e A ERAR e e
m/z--> 50 100 150 200 250 300 350 2220 22,40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG103119\

Data File : BG043447.D

Aca On : 31 Oct 2019 23:34

Operator : JU

Sample : K5614-01 :

Misc : TREATMENT-SYSTEM-MEDIA
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.M
Quant Title : 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 14 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.14 15.57 ng 686633 Chrysene-di12 21.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Eicosane 282 C20H42 000112-95-8 95
3 Hexacosane 366 C26H54 000630-01-3 93
4 Octadecane. 2-methvl- 268 C19H40 001560-88-9 93
5 Hentriacontane 437 C31H64 000630-04-6 91
Abundance Scan 3412 (23.138 min): BG043447.D (-3405) (-) m/z 57.10 100.00%
57
5000 85
141 169 22.80 23.00 23.20 23.40
oL, 1] J D, G 289 282 323 3b1 m/z 71.10 64.46%
m/z--> 50 100 150 200 250 300 350
Abundance #141424: Heneicosane
57
5000 85 AUV U AREE
22.80 23.00 23.20 23.40
- 13 m/z 43.10 60.59%
141
o LT 189,297 225 053 206
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57
22.80 23.00 23.20 23.40
5000 m/z 85.10 48 .88%
85
29
o ‘]“ | 1] /118 141 160 197 225 253 282
m/z--> 55 160 1éo 260 2%0 300 3%0
Abundance #194493: Hexacosane
57 22.80 23.00 23.20 23.40
m/z 55.10 25.86%
5000 85
. 29 1 Ll JJ113 141 160 107 225 253 295 323 367
m/z--> 5'0 100 150 2(')0 25'30 3(')0 351;0 22. 80 23. oo 23. 20 23 40 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG103119\

Data File : BG043447.D

Aca On : 31 Oct 2019 23:34

Operator : JU

Sample : K5614-01 :

Misc : TREATMENT-SYSTEM-MEDIA
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.M
Quant Title : 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 15 Octacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
23.94 9.10 ng 673892 Perylene-di12 24 .87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 94
2 Tetracosane. 11-decvl- 479 C34H70 055429-84-0 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Tetratriacontane 479 C34H70 014167-59-0 91
Abundance Scan 3549 (23.943 min): BG043447.D (-3540) (-) m/z 57.10 100.00%
g7
5000 85
141 169 23.60 23.80 24.00 24.20
o — 1| oS 197,225 267 295323381379 sz 71.10  61.84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209565: Octacosane
57
5000 UL
2360 23.80 24.00 24.20
29 m/z 43.10 60.15%
113
oLl J 141 109 197 (225 253 281 309 337 365 394
m/z--> éo " 100 1%0 200 250 300 350 400
Abundance #232379: Tetracosane, 11-decyl-
57
23.60 23.80 24.00 24.20
5000 85 m/z 85.10 47 .56%
113 14
oL 38 4 S ) |7 14 169 197 225 253 295 337 364 393 420
HELELEL UL UL UL UUNLEL LN SUNLELELAS BURLELEL SIS SR
m/z--> 50 100 150 200 250 300 350 400
Abundance #202661: Heptacosane
57 23.60 23.80 24.00 24.20
m/z 55.10 24 .95Y%
5000 85
29 113 141
o I LTy, 4 169 197 225 253 281 309 337 380
m/z--> 50 100 1&1,0 2(')0 250 300 350 400 2360 23.80 24.00 2420
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG103119\
Data File : BG043447.D

Aca On : 31 Oct 2019 23:34

Operator :© JU

Sample : K5614-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG102119.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title
: C:\Database\NIST11.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 16 unknown25.54 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
25.54 35.21 ng 2606960 Perylene-d12 24 .87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Methvl-2.4.6-tris(cvclopentvl)... 296 C22H32 100325-74-4 22
2 Benzene. 1.1°-(1.2-diethvl-1.2-e... 296 C20H2402 007773-34-4 12
3 2-Thiazolamine. 4-(4-methoxyphen... 296 C17H16N20S 1000319-57-2 12
4 Cvcloheptlblindol-6(5H)-one. 2-c... 296 C19H24N20 339284-86-5 12
5 2-(2-Quinolyl)(1,2,4)triazolo(1,... 296 C19H12N4 1000241-15-8 12
Abundance Scan 3821 (25.541 min): BG043447.D (-3804) (-) m/z 296.10 100.00%
296
341
5000 104 j/\k
76 240
50 18 196 | 25.20 25.40 25.60 25.80
268 384 : : : :
Ob el 328 | TEVA VSRS S VNN B NP m/z 341.10 54.22%
m/z--> 50 100 150 200 250 300 350
Abundance #141444: 1-Methyl-2,4,6-tris(cyclopentyl)benzene
296
227
5000 L DL U PO B B
159 %m%m%m%m
a1 ‘ 105 131 m/z 104.10 49 .82%
ol jl .|.. | |. I.I u |||l ulggll .y ??7} o —
m/z--> 50 100 150 200 250 300 350
Abundance #141365: Benzene, 1,1'-(1,2-diethyl-1,2-ethenediyl)bis[4-m...
296
25.20 25.40 25.60 25.80
5000 m/z 324.10 36.12%
121 159 267
0 65 n 9J11 b | Iy :llf4n:’h u]t178 209 23'.7 L ‘\ l {
m/z--> 55 160 150 260 2%0 360 3%0
Abundance #141016: 2-Thiazolamine, 4-(4-methoxyphenyl)-N-(4-methylph... B e e R REmanu]
296 25.20 25.40 25.60 25.80
m/z 76.10 31.03%
5000 A
121 149
77
P 1 N A - 3 - S A S G
m/z--> 50 100 150 200 250 300 350 25. 20 25 40 25. 60 25. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG103119\

Data File : BG043447.D

Aca On : 31 Oct 2019 23:34

Operator : JU

Sample : K5614-01 :

Misc : TREATMENT-SYSTEM-MEDIA
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.M
Quant Title : 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 17 Eicosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
25.99 7.25 ng 536517 Perylene-di12 24 .87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Hentriacontane 437 C31H64 000630-04-6 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Triacontane 422 C30H62 000638-68-6 90
Abundance Scan 3897 (25.987 min): BG043447.D (-3887) (-) m/z 57.10 100.00%
57
5000 85
1 |113 141 183 211 239 266 295 251 sty 25.60 25.80 26.00 26.20 26.40
ol d A b TR 239266 295 881 417 Tnzz 71.10 0 63.02%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129493: Eicosane
5000 SERUABUSERUASN
%m%m%m%m%m
113 282 m/z 43.10 57.80%
141 169 197 225 253
0‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57
25,60 25.80 26.00 26.20 26.40
5000 m/z 85.10 46 .21%
85
29 113 141 169 197
oo Ay a7 199 107 225 253 280 300 351 379 407 436
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57 25.60 25.80 26.00 26.20 26.40
m/z 55.10 27 .82%
5000 85
113
o2, || 777,241 169 197 225 267 295 365 393
m/z--> % 1& ﬁo @ 250 %o @ 4& ! %m%m%m%m%m
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG103119\

Data File : BG043447.D

Aca On : 31 Oct 2019 23:34

Operator : JU

Sample : K5614-01 :

Misc : TREATMENT-SYSTEM-MEDIA
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.M
Quant Title : 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 18 unknown26.59 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
26.59 6.93 ng 513204 Perylene-d12 24 .87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Methvl-1-n-octvloxv-1-silacvcl... 242 C14H300Si 1000245-79-1 43
2 Isoindole-1.3(2H)-dione. 2-(1l-me... 227 C12H9N302 1000267-36-5 38
3 Ethvl 2.5.8.11-tetraoxatridecan-... 250 C11H2206 1000366-77-9 35
4 2-(2-(2-(2-(2-Methoxyethoxv)etho... 266 C11H2207 1000366-84-6 35
5 4,5-Dimethoxy-2-nitrobenzoic acid 227 C9HINO6 004998-07-6 30
Abundance Scan 4000 (26.593 min): BG043447.D (-3986) (-) m/z 227.20 100.00%
27
5000 59 /\
Ve e 2670 7610 26160 2080 7700
147 - - - - -
o ol 220 2 386 M5 Th/z 59.10 47.69%
miz--> 50 100 150 200 250 300 350 400
Abundance #95693: 1-Methyl-1-n-octyloxy-1-silacyclohexane
227
5000
3 115 26.20 26.40 26.60 26.80 27.00
m/z 103.10 22.37%
143 477 199
0 '|"L'h“3"h"'J|""|""|""|"
miz--> 50 100 150 200 250 300 350 400
Abundance #83449: Isoindole-1,3(2H)-dione, 2-(1-methyl-3-pyrazolyl)-
227
26.20 26.40 26.60 26.80 27.00
5000 m/z 58.05 19.00%
76 104 183
50 \ 142 ‘
0....‘l“..‘.‘.f.‘.‘{.{l‘...'.ﬁ....l....l....|....|..
miz--> 50 100 150 200 250 300 350 400
Abundance #101808: Ethyl 2,5,8,11-tetraoxatridecan-13-oate
59 26.20 26.40 26.60 26.80 27.00
m/z 45.10 16.07%
103
5000 131
29
0 "‘U'Alh M'U'f' T '%?7'%0?' L AL UL AL U AR PR
miz--> 50 100 150 200 250 300 350 400 26.20 26.40 26.60 26.80 27.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG103119\

Data File : BG043447.D

Aca On : 31 Oct 2019 23:34

Operator : JU

Sample : K5614-01 :

Misc : TREATMENT-SYSTEM-MEDIA
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.M
Quant Title : 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 19 Tetratetracontane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
27.33 6.18 ng 457345 Perylene-d12 24 .87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Heneicosane. 1l1-decvl- 437 C31H64 055320-06-4 90
4 Docosane 310 C22H46 000629-97-0 90
5 Hentriacontane 437 C31H64 000630-04-6 90
Abundance Scan 4126 (27.333 min): BG043447.D (-4105) (-) m/z 57.05 100.00%
57
5000
169 207 953 410 27.00 27.20 27.40 27.60
ol L 2850 253295 as0 410 ns7 7i.10° 61.03%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141426: Heneicosane
57
5000
27.00 27.20 27.40 27.60
99 m/z 43.05 60.48%
ol 26 J] 141 183 225 296
m/z--> 6 §o 160 1éo 200 250 300 350 400 4%0 560 séo 660
Abundance #241528: Tetratetracontane
57
27.00 27.20 27.40 27.60
5000 m/z 85.05 45 .44%

97
26 |, 141 183 225 267 309 351 393 435 491 535574 617

Ot e T e T T T e T e T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223853: Heneicosane, 11-decyl-

57 27.00 27.20 27.40 27.60
m/z 55.10 23.71%
5000
295
99

oL 260 )|l 141183 25 | 337 435

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 27. 00 27 20 27. 40 27. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG103119\

Data File : BG043447.D

Aca On : 31 Oct 2019 23:34

Operator : JU

Sample : K5614-01 :

Misc : TREATMENT-SYSTEM-MEDIA
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.M
Quant Title : 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 20 unknown31.81 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
31.81 62.26 ng 4609940 Perylene-d12 24 .87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Picolinvl 8-(5-hexvl-2-furvl)-oc... 385 C24H35N03 1000335-93-0 22
2 Silane. diethvlhexadecvloxy(3-me... 414 C25H5402Si 1000363-00-5 10
3 dvilchicine. 3-demethvl- 385 C21H23N06 007336-34-7 9
4 Xanthine. 1.3-diethvl-8-T4-IlTet... 385 C19H23N504 104576-48-9 9
5 2,3-Dibenzyl-5,8-dimethoxy-6-ami... 385 C24H23N302 056393-28-3 9
Abundance Scan 4888 (31.810 min): BG043447.D (-4855) (-) m/z 385.05 100.00%

5000

L

31.40 31.60 31.80 32.00 32.20
(o} m/z 104 .05 42 _.56%

m/z--> 50 100 150 200 250 300 350 400
Abundance #205200: Picolinyl 8-(5-hexyl-2-furyl)-octanoate
92 164 385

5000 T T T R T T T
31 40 31 60 31 80 32. OO 32 20

m/z 296.10 39.26%

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #217334: Silane, diethylhexadecyloxy(3-methylbutoxy)-
385

31 40 31 60 31 80 32. 00 32.20

5000 m/z 76.10 24.20%
5 69 91
oL B [T 161 203 207 329 355
m/z--> 50 100 150 200 250 300 350 400
Abundance #205036: dylchicine, 3-demethyl-
385 31.40 31.60 31.80 32.00 32.20

m/z 386.10 23.06%

5000
342
oL 42 71 98120141163185 211737255 282

m/z--> 50 100 150 200 250 300 350 400 31 40 31 60 31 80 32. 00 32 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG103119\

Data File : BG043447.D

Acq On : 31 Oct 2019 23:34 Instrument :

Operator : JU BNA_G

Sample - K5614-01 ClientSampleld :

Misc - TREATMENT-SYSTEM-MEDIA
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG102119.M
Quant Title : 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]
Butane, 2-methoxy... 3.20 12.9 ng 178758 1 8.02 277209 20.0
2-Pentanone, 4-hy... 5.13 13.5 ng 186797 1 8.02 277209 20.0
unknown7 .57 7.57 85.3 ng 1182460 1 8.02 277209 20.0
Dodecanoic acid 15.08 10.3 ng 276629 3 14.65 536701 20.0
n-Hexadecanoic acid 18.29 12.5 ng 409531 4 17.40 655346 20.0
Octadecanoic acid 19.55 6.8 ng 298842 5 21.66 881818 20.0
unknown19.87 19.87 8.6 ng 377250 5 21.66 881818 20.0
Tricosane, 2-methyl- 20.80 5.4 ng 236312 5 21.66 881818 20.0
Pentacosane 21.30 7.7 ng 339282 5 21.66 881818 20.0
Docosane 21.85 10.7 ng 473697 5 21.66 881818 20.0
unknown21.92 21.92 5.4 ng 236981 5 21.66 881818 20.0
Octadecane, 2-met... 22.45 12.7 ng 558448 5 21.66 881818 20.0
Heneicosane 23.14 15.6 ng 686633 5 21.66 881818 20.0
Octacosane 23.94 9.1 ng 673892 6 24.87 1480970 20.0
unknown25 .54 25.54 35.2 ng 2606960 6 24.87 1480970 20.0
Eicosane 25.99 7.3 ng 536517 6 24.87 1480970 20.0
unknown26 .59 26.59 6.9 ng 513204 6 24.87 1480970 20.0
Tetratetracontane 27.33 6.2 ng 457345 6 24.87 1480970 20.0
unknown31.81 31.81 62.3 ng 4609940 6 24.87 1480970 20.0
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