LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045077.D

Aca On : 18 Apr 2020 21:40

Operator : CG/JU

Sample : L2304-01

Misc :

ALS Vial : 48 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-BG041520.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

5.592 420 426 438 rVB 903562 1504934 2.82% 1.195%
7.120 655 686 691 rBv4 220574 1215322 2.28% 0.965%
rvB 1214525 2217639 4.16% 1.761%
8.348 887 895 902 rVB 822194 1452997 2.72% 1.154%
8.682 933 952 960 rvB3 219317 811577 1.52% 0.644%
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9.182 1028 1037 1044 rBvV 783769 1431132 2.68% 1.136%
10.268 1195 1222 1231 rVB3 523888 2494469 4.68% 1.981%
rvB 330159 652256 1.22% 0.518%
11.714 1448 1468 1474 rBVY 622573 2218340 4.16% 1.761%
12.971 1674 1682 1693 rVB 339897 651185 1.22% 0.517%
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11 13.282 1728 1735 1742 rVB 2481643 3917573 7.35% 3.110%
12 14.099 1868 1874 1886 rVB2 343609 724410 1.36% 0.575%
13 14.657 1963 1969 1974 rBV 556614 902597 1.69% 0.717%
14 14.792 1979 1992 1999 rVvB2 258275 768122 1.44% 0.610%
15 15.767 2142 2158 2162 rBV2 444946 1424833 2.67% 1.131%

16 16.143 2216 2222 2229 rVB 2157993 3318451 6.22% 2.635%
17 16.818 2330 2337 2346 rBV 1107074 1762739 3.31% 1.400%
18 17.059 2371 2378 2383 rBV 1499975 2379432 4._46% 1.889%
19 17.400 2431 2436 2441 rBV 637563 985828 1.85% 0.783%
20 17.588 2460 2468 2473 rVB2 336638 700459 1.31% 0.556%

21 18.381 2586 2603 2614 rBV3 19480474 53328532 100.00% 42.342%
22 18.863 2681 2685 2689 rVB 589424 757610 1.42% 0.602%
23 19.344 2762 2767 2772 rVB2 437026 643666 1.21% 0.511%
24 19.468 2782 2788 2797 rBV4 1527134 3704042 6.95% 2.941%
25 19.550 2798 2802 2804 rBV 429464 564231 1.06% 0.448%

26 19.626 2804 2815 2824 rVV 7108778 17005118 31.89% 13.502%
27 19.803 2841 2845 2851 rVB2 1088460 1335902 2.51% 1.061%
28 20.014 2876 2881 2890 rVB 4051465 5740227 10.76% 4 _.558%
29 20.502 2961 2964 2969 rVB2 587629 732142 1.37% 0.581%
30 21.324 3101 3104 3109 rVB3 465755 685499 1.29% 0.544%

31 21.453 3116 3126 3143 rVB8 1143806 3538977 6.64% 2.810%
32 21.671 3159 3163 3169 rBV2 588103 910619 1.71% 0.723%
33 22.094 3231 3235 3240 rVB 667896 1046414 1.96% 0.831%
34 22.705 3335 3339 3353 rVB7 246864 714194 1.34% 0.567%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045077.D

Aca On : 18 Apr 2020 21:40

Operator : CG/JU

Sample : L2304-01

Misc :

ALS Vial : 48 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

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

Z :\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 23.351 3445 3449 3455 rVvVv3 327609 618408 1.16% 0.491%
36 23.421 3455 3461 3472 rVB2 738397 1598985 3.00% 1.270%

37 24.860 3700 3706 3714 rBV2 326741 805943 1.51% 0.640%
38 25.119 3745 3750 3760 rVB4 265669 683582 1.28% 0.543%

Sum of corrected areas: 125948386
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG041720\
Data File : BG045077.D

Aca On - 18 Apr 2020 21:40

Operator : CG/JU

Sample : L2304-01

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.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: BG045077.D
1.5e+07
1e+07
5000000
5.59 7.19 8.35 9.18 10.27 11.71
742 i8.68 i 10.83
O ........4&.. MNP SRR | W0 MY | D 2 W S Y2 WU o
Time--> 350 400 450 500 550 600 650 7.00 7.50 800 850 9.00 9.50 10.00 10.50 11.00 1150 12.00 12.50
Abundance TIC: BG045077.D
1838
1.5e+07
1e+07
19.63

5000000

212%72209
. 0\ A
0!

AN W, A
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: BG045077.D

22.7

1.5e+07
le+07

5000000

& 2408512

T o e e e e e e e e e e e e e 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\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045077.D

Aca On : 18 Apr 2020 21:40

Operator : CG/JU

Sample : L2304-01

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.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 Hexanoic acid Concentration Rank 13

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

7.12 16.73 ng 1215320 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid 116 C6H1202 000142-62-1 72
2 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 50
3 Octanoic acid 144 C8H1602 000124-07-2 45
4 Propanedioic acid. propvl- 146 C6H1004 000616-62-6 42
5 _alpha.-D-Galactopyranoside, methyl 194 C7H1406 003396-99-4 40

Abundance Scan 686 (7.120 min): BG045077.D (-655) (-) m/z 60.05 100.00%
60
5000 43 l////\v\
& '6.80 7.00 7.0 7.40 *
115 207 301 m/z 73.05  62.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #8071: Hexanoic acid
60
5000 LA R A AR
a1 6.80 7.00 7.20 7.40
87 m/z 61.05 44 .96%
2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
60
AR A AR
6.80 7.00 7.20 7.40
5000 43 m/z 43.00 41 .38%
- 87
102
wﬁmmmwwmwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #20837: Octanoic acid
60 6.80 7.00 7.20 7.40
m/z 41.05 26.30%
5000 43
101
97 85
"WﬂkwL'N”MWM'W”%f”'%?ﬁW'”"”"”"”"”W'”W'”'P' AR SRR A AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045077.D

Aca On : 18 Apr 2020 21:40

Operator : CG/JU

Sample : L2304-01

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.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 Octanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.27 76.49 ng 2494470 Naphthalene-d8 10.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 96
2 Octanoic acid. silver(l+) salt 250 C8H15A002 024927-67-1 72
3 Hexanoic acid 116 C6H1202 000142-62-1 55
4 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 43
5 Heptanoic acid 130 C7H1402 000111-14-8 42
Abundance Scan 1222 (10.268 min): BG045077.D (-1195) (-) m/z 60.00 100.00%
60
5000 a1 ////\_
o | 1000 1620 200 10160
b pt2r 25 L 28 ‘m/z 73.05 87.53%
m/z--> 50 100 150 200 250 300 350
Abundance #20837: Octanoic acid /\\
60
5000 4 SRR SV BN B
10.00 10.20 10.40 10.60
101 m/z 41.05 36.58%
15 8||129
m/z--> 50 160 1éo 260 2éo 360 3éo
Abundance
60
127 10.00 10.20 10.40 10.60
5000 m/z 55.05 33.36%
41
85
109 216 249 273 359
m/z--> 55 160 1éo 260 250 360 3éo
Abundance #8068: Hexanoic acid RS B L L N
60 10.00 10.20 10.40 10.60
m/z 43.05 33.16%
5000
41 87
'1?“*J“|“ “"'l %1§' U U UL DU U UV AR AR
m/z--> 50 100 150 200 250 300 350 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045077.D

Aca On : 18 Apr 2020 21:40

Operator : CG/JU

Sample : L2304-01

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.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 4 Nonanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.71 68.02 ng 2218340 Naphthalene-d8 10.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 83
2 Hexanoic acid 116 C6H1202 000142-62-1 46
3 Octanoic acid 144 C8H1602 000124-07-2 40
4 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 38
5 Pentanoic acid, 3-methyl- 116 C6H1202 000105-43-1 38
Abundance Scan 1467 (11.708 min): BG045077.D (-1448) (-) m/z 73.00 100.00%
7B
5000 41 AJ//\‘
115 Y S U
11.40 11.60 11.80 12.00
ull|.-|~,l..|.1‘.‘1,....,....,...25?9,....,....,.4.2? m/z 60.05 92.63%
m/z--> 50 100 150 200 250 300 350 400
Abundance #30180: Nonanoic acid A
60
5000 U B U BN U
29 11.40 11.60 11.80 12.00
a7 115 m/z 57.05 50.39%
r J'l'l'l']f'|'|''|15'8'"|""|""|"''|""|"'
m/z--> 50 100 150 200 250 300 350 400
Abundance
60
11.40 11.60 11.80 12.00
5000 m/z 41.05 44 .96%
27 87
116
m/z--> éo 160 1éo 260 2%0 360 3%0 460
Abundance #20839: Octanoic acid i e e s e e e e
60 11.40 11.60 11.80 12.00
m/z 55.05 40.00%
5000 o7
85
L B | T rrrrryrrrrryrrrrrrrrrrrr T —v—n—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—r
m/z--> éo 160 1éo 260 2%0 360 3%0 460 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045077.D

Aca On : 18 Apr 2020 21:40

Operator : CG/JU

Sample : L2304-01

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.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 n-Decanoic acid Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
12.97 14.43 ng 651185 Acenaphthene-d10 14 .66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 n-Decanoic acid

2 Tetradecanoic acid

3 Tridecanoic acid

4 11-Bromoundecanoic acid
5 Hexanoic acid

172 C10H2002
228 C14H2802
214 C13H2602

264 C11H21Br0O2

116 C6H1202

000334-48-5 94
000544-63-8 64
000638-53-9 56
002834-05-1 47
000142-62-1 46

Abundance Scan 1682 (12.971 min): BG045077.D (-1674) (-)
73
Lo 101 50 172 190 265 295
et e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39472: n-Decanoic acid
60
41
5000 129
172
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43
5000 129
185 228
97
S 113 149166 200
mm‘mmwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72648: Tridecanoic acid
73
43
5000
129
) ‘ i 214
0 e N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

m/z 73.05 100.00%

12.60 12.80 13.00 13.20

m/z 60.00 80.95%

12.60 12.80 13.00 13.20

m/z 55.05 41_.31%

12.60 12.80 13.00 13.20

m/z 41.15 39.91%

%

12.60 12.80 13.00 13.20

m/z 129.00 39.10%

%

12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045077.D

Aca On : 18 Apr 2020 21:40

Operator : CG/JU

Sample : L2304-01

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.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 Octanedioic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.79 17.02 ng 768122 Acenaphthene-d10 14 .66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanedioic acid 174 C8H1404 000505-48-6 64
2 Glutaric acid. di(3-methvlbut-2-... 268 C15H2404 1000360-09-7 35
3 Valeric acid. 3-tridecvl ester 284 C18H3602 1000281-98-9 14
4 4-Methoxv-3-buten-2-one 100 C5H802 004652-27-1 11
5 2-Hexene, 2,5-dimethyl- 112 C8H16 003404-78-2 11
Abundance Scan 1992 (14.792 min): BG045077.D (-1979) (-) m/z 85.00 100.00%

5000

33

14.40 14.60 14.80 15.00 15.20
m/z 69.05  77.73%

7194 239

mz-> 0 50 100 150 200 250 300 350 400 450 500 ) )
Abundance #41423: Octanedioic acid
1,69
97 138
5000 TTTT LR B TTTT TT
14. 40 14. 60 14. 80 15. OO 15. 20
m/z 55.05 70.05%
14
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
85
s aLm M e
14.40 14.60 14.80 15.00 15.20
5000 a1 m/z 97.05 51.51%
115
154 200
e AL S B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #131286: Valeric acid, 3-tridecyl ester A A B
5 14.40 14.60 14.80 15.00 15.20
29 57 m/z 60.05 47.08%
5000

-

1 112 143 182

m/z--> 0 50 100 150 200 250 300 350 400 450 500 14. 40 14. 60 14. 80 15. OO 15. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045077.D

Aca On : 18 Apr 2020 21:40

Operator : CG/JU

Sample : L2304-01

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.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 Azelaic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.77 31.57 ng 1424830 Acenaphthene-d10 14 .66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Azelaic acid 188 C9H1604 000123-99-9 90
2 Bicvclol3.1.1Theptan-3-one. 2.6.... 152 C10H160 000547-60-4 14
3 2-Pentene. 3.4-dimethvl- 98 C7H14 024910-63-2 11
4 2-Pentene. 2.3-dimethvl- 98 C7H14 010574-37-5 11
5 2-Pentene, 4,4-dimethyl- 98 C7H14 026232-98-4 11

Abundance Scan 2159 (15.773 min): BG045077.D (-2142) (-) m/z 55.05 100.00%

56
83
5000

15.40 15.60 15.80 16.00
m/z 60.05 62.60%

253

171 197213

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #52045: Azelaic acid
55
83
5000
27 T 15.40 15.60 15.80 16.00
m/z 69.05 61.67%
29
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
83
55 T
15.40 15.60 15.80 16.00
5000 m/z 83.05 60.37%
39 152
15 110
WTWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #3362: 2-Pentene, 3,4-dimethyl- R e I
55 83 15.40 15.60 15.80 16.00
m/z 41.05 52.34%
5000
27 98
R R o N R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.40 15.60 15.80 16.00

8270-BG041520.M Mon Apr 20 09:18:27 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045077.D

Aca On : 18 Apr 2020 21:40

Operator : CG/JU

Sample : L2304-01

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.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 unknownl6.82 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.82 35.76 ng 1762740 Phenanthrene-d10 17.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pvrrolidinone 85 C4H7NO 000616-45-5 43
2 2-(2-1sopropenvl-5-methvilcvclope... 238 C15H2602 1000194-46-9 43
3 2H-Pvran. 2-(bromomethvD)tetrahy... 178 C6H11BrO 034723-82-5 38
4 2H-Pvran. tetrahvdro-2-(12-penta... 308 C20H3602 056666-38-7 38
5 2-(Chloromethyl)tetrahydropyran 134 C6H11CIO 018420-41-2 38
Abundance Scan 2337 (16.818 min): BG045077.D (-2330) (-) m/z 85.05 100.00%
g5
5000

129 185 16.60 16.80 17.00 17.20
o 157 211228 249 274 m/z 73.05  45.71%

mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #1542: 2-Pyrrolidinone

30 85

5000
16.60 16.80 17.00 17.20

m/z 60.05 34.72%

56

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

Abundance

85

16.60 16.80 17.00 17.20
5000 m/z 55.05 30.39%
41
0 Ly 136
154 180 208 238
mmmmmmmm

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #44244: 2H-Pyran, 2-(bromomethyl)tetrahydro- L I o o A B

85 16 60 16. 80 17. OO 17. 20

m/z 41.05 27 .27%

41
5000
67
A 107123139 178

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16 60 16. 80 17. OO 17. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045077.D

Aca On : 18 Apr 2020 21:40

Operator : CG/JU

Sample : L2304-01

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.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 Pentadecanoic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
17.59 14.21 ng 700459 Phenanthrene-d10 17.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 93
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 60
3 Dodecanoic acid 200 C12H2402 000143-07-7 58
4 Tetradecanoic acid 228 C14H2802 000544-63-8 53
5 n-Decanoic acid 172 C10H2002 000334-48-5 50

Abundance Scan 2468 (17.588 min): BG045077.D (-2460) (-) m/z 73.05 100.00%

73
5000

17.20 17.40 17.60 17.80 18.00
m/z 60.00 72.02%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #95855: Pentadecanoic acid
43 73

5000 R o e B
17. 20 17. 40 17. 60 17. 80 1800

m/z 43.05 57.97%

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

43 73

17.20 17.40 17.60 17.80 18.00
5000 m/z 41.05 53.70%

129
256
101 157185213
0 e

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

Abundance #61121: Dodecanoic acid A B E e
73 17.20 17.40 17.60 17.80 18.00
m/z 55.05 51.00%
43
5000
d JlOl ’
m/z--> 0 50 100 150 200 250 300 350 400 450 500 17. 20 17. 40 17. 60 17. 80 18. OO

8270-BG041520.M Mon Apr 20 09:18:28 2020 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045077.D

Aca On : 18 Apr 2020 21:40

Operator : CG/JU

Sample : L2304-01

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.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 unknownl8.86 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
18.86 15.37 ng 757610 Phenanthrene-d10 17.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 47 -(4-Butoxvbenzvlideneamino)ace... 295 C19H21NO2 017224-18-9 43
2 1.2.5-Triphenvlpvrrole 295 C22H17N 000851-33-2 37
3 1H-Indole. l1l-ethvl-5-methoxv-2-(... 295 C19H21NO2 091444-33-6 28
4 Cannabinol 310 C21H2602 000521-35-7 25
5 17-Aza-3-methoxyestra-1,3,5(10),... 295 C18H17NO3 092119-80-7 25
Abundance Scan 2685 (18.863 min): BG045077.D (-2681) (-) m/z 295.00 100.00%
295
5000
220 267 505533 18.60 18.80 19.00 19.20
163 449477 . . : .
45 73 103 135163197 331 377 421 77 28105 55" 08}
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #140330: 4'-(4-Butoxybenzylideneamino)acetophenone

5000
18.60 18.80 19.00 19.20

m/z 224.85 17.21%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance
295
18.60 18.80 19.00 19.20
o m/z 266.90 16 .86%
5000 0 191 0
139
105 219 265
B AL B s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #140344: 1H-Indole, 1-ethyl-5-methoxy-2-(4-methoxyphenyl)-... R A RN
295 18.60 18.80 19.00 19.20
m/z 252.95 16.24%
5000
29 77 107135163192223252
Ao o AR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.60 18.80 19.00 19.20

8270-BG041520.M Mon Apr 20 09:18:28 2020 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045077.D

Aca On : 18 Apr 2020 21:40

Operator : CG/JU

Sample : L2304-01

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.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 cis-Vaccenic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.47 75.15 ng 3704040 Phenanthrene-d10 17.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-Vaccenic acid 282 C18H3402 000506-17-2 96
2 Octadec-9-enoic acid 282 C18H3402 1000190-13-7 95
3 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 91
4 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 91
5 Oleic Acid 282 C18H3402 000112-80-1 87
Abundance Scan 2788 (19.468 min): BG045077.D (-2782) (-) m/z 55.05 100.00%
83
5000
111 202 -

ml% 22 mmwmmmmm

2 *841 1245 || 300326 355375 | n77 69.05  84.70%

m/z--> 50 100 150 200 250 300 350
Abundance #129339: cis-Vaccenic acid
83

5000
mmmmmmmm
111 m/z 83.05 70.30%

29
137 165 103 222590 “0282
A e A B e e A A B e o o B B
m/z--> 50 100 150 200 250 300 350
Abundance
55 83

19 20 19.40 19.60 19.80

5000 264 m/z 41.05 64 .39%
111
29
138 222 282
161%8%199 “ 041
A e e RN W an e
m/z--> 50 100 150 200 250 300 350
Abundance #129357: trans-13-Octadecenoic acid
55 19 20 19.40 19.60 19.80

m/z 97.05 54 .24%

5000 83
111
‘ J Ll L 137 165 103 222540 24282
R R R

T
m/z--> 100 150 200 250 300 350 19 20 19. 40 19. 60 19. 80

8270-BG041520.M Mon Apr 20 09:18:29 2020 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045077.D

Aca On : 18 Apr 2020 21:40

Operator : CG/JU

Sample : L2304-01

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.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 Octadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.63 373.49 ng 17005100 Chrysene-di12 21.67
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 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 86
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64

Abundance Scan 2816 (19.632 min): BG045077.D (-2804) (-) m/z 73.05 100.00%

43
5000

—

19.40 19.60 19.80 20.00
m/z 60.05  70.85%

o 327356

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #131258: Octadecanoic acid

%

5000 T T T T
19.40 19.60 19.80 20.00

m/z 43.05 66 .88%

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

43 73

i

19.40 19.60 19.80 20.00

5000 129 m/z 55.05 63.18%

199 242
101, (157

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

8

Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester A e e
43 19.40 19.60 19.80 20.00
m/z 57.05 58.71%
73
5000 o84
129
185213241
| M 1| 15777213 3 3,
T T T _'_'_'_'—I_'_'_'_'—I_'_'_’_'—I_'_'_'_'—r'_'_r
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.40 19.60 19.80 20.00

8270-BG041520.M Mon Apr 20 09:18:29 2020

Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045077.D

Aca On : 18 Apr 2020 21:40

Operator : CG/JU

Sample : L2304-01

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.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 2(3H)-Furanone, dihydro-5-t... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
20.50 16.08 ng 732142 Chrysene-di12 21.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(3H)-Furanone. dihvdro-5-tetrad... 282 C18H3402 000502-26-1 89
2 Hexan-2-vl 2-methvlbutanoate 186 C1l1H2202 1000372-73-5 47
3 2H-Tetrahvdropvran. 2-I(1l-ethenv... 238 C15H2602 1000130-68-3 43
4 2(3H)-Furanone. 5-butvldihvdro- 142 C8H1402 000104-50-7 43
5 _gamma.-Dodecalactone 198 C12H2202 002305-05-7 43
Abundance Scan 2964 (20.502 min): BG045077.D (-2961) (-) m/z 85.05 100.00%

5000
129 161 5 20.20 20.40 20.60 20.80
264 : - - y
o 33 292 331357 429 505 m/z 55.05 34 _37%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #129382: 2(3H)-Furanone, dihydro-5-tetradecyl-
5000 55 TT TTTT TTTrprrrrprrro)
20 20 20. 40 20 60 20.80
29 111 264 m/z 41.05 32.14%

| 37 182 %0

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

Abundance
85
e
20.20 20.40 20.60 20.80
5000 57 m/z 43.05 29.57%
29 129
158
B L B B L
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #92389: 2H-Tetrahydropyran, 2-[(1-ethenyl-1,5-dimethylhex-... R R ma
85 20.20 20.40 20.60 20.80
m/z 69.05 27 .64%
5000
\1 | 111141169 213539
m/z--> 0 50 100 150 200 250 300 350 400 450 500 20 20 20. 40 20 60 20 80

8270-BG041520.M Mon Apr 20 09:18:30 2020 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045077.D

Aca On : 18 Apr 2020 21:40

Operator : CG/JU

Sample : L2304-01

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.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 1-Nonadecene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
21.32 15.06 ng 685499 Chrysene-di12 21.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 95
2 Nonadecvl heptafluorobutvrate 480 C23H39F702 1000351-83-9 90
3 Nonadecvl trifluoroacetate 380 C21H39F302 1000351-76-3 87
4 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 87
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 83
Abundance Scan 3103 (21.318 min): BG045077.D (-3101) (-) m/z 57.05 100.00%
57,83
5000 111 253
123179 21/00 21.20 21140 21.60
329
N .M,-l l "’ I.. l l Aoy | F19302329357 402430 475 | 743,05 92.50%
m/z—-> 0 50 100 15 200 250 300 350 400 450
Abundance #115906: 1-Nonadecene
g7
5000 A B B DR
mmmmmmmm
125 m/z 69.05 91.92%
15) . \J}§4182210238266
m/z-> 0 § 160 1%0 260 2%0 360 3éo 460 4éo
Abundance
57 97
21.00 21.20 2140 21.60
m/z 83.05 90.10%
5000 125 0
29 169196 238266 311 462
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #202424: Nonadecy! trifluoroacetate R R R
57 9 21.00 21.20 21.40 21.60
m/z 55.05 75.84Y%
5000
125
29 153 266 311
| i ﬂ >3 182 210 238 362

m/z--> 0 50 100 150 200 250 300 350 400 450 21. OO 21. 20 21. 40 21 60

8270-BG041520.M Mon Apr 20 09:18:30 2020 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045077.D

Aca On : 18 Apr 2020 21:40

Operator : CG/JU

Sample : L2304-01

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.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 15 unknown21.45 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.45 77.73 ng 3538980 Chrysene-di12 21.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Glvcerol 1l-palmitate 330 C19H3804 000542-44-9 49
2 Hexadecanoic acid. 2-hvdroxv-1-(... 330 C19H3804 023470-00-0 41
3 Mvristovl chloride 246 C14H27CI0 000112-64-1 25
4 Tetradecanoic acid. 2.3-dihvdrox... 302 C17H3404 000589-68-4 22
5 _gamma.-dl-Methyl-d-glutamyl-n-b... 216 C10H20N203 1000126-06-8 15
Abundance Scan 3125 (21.447 min): BG045077.D (-3116) (-) m/z 43.05 100.00%

98

-

5000

304 21.20 21.40 21.60 21.80
341369397 432 476 523 m/z 98.05 72 _96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #169226: Glycerol 1-palmitate

i

21.I20 21.I4O 21.I60 21.I80
m/z 55.05 66.65%

5000

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

-

98 RS e e
21.20 21.40 21.60 21.80

0,
5000 69 - 239 m/z 41.05 65.42%

168 213 270299 330

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

Abundance #99026: Myristoy! chloride e RARREEE RS
41 08 21.20 21.40 21.60 21.80
m/z 57.05 59.47%
5000
69
211

15| |, 25 166
T e R B R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.20 21.40 21.60 21.80

8270-BG041520.M Mon Apr 20 09:18:30 2020 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045077.D

Aca On : 18 Apr 2020 21:40

Operator : CG/JU

Sample : L2304-01

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.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 16 7-Oxodehydroabietic acid, m... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.09 22.98 ng 1046410 Chrysene-di12 21.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Oxodehvdroabietic acid. methvl... 328 C21H2803 110936-78-2 91
2 1.2-Dihvdropvrido(3.2.1-kD)pheno... 253 C15H11NOS 069513-42-4 53
3 1.5-Diphenvl-2H-1.2.4-triazoline... 253 C14H11N3S 005055-74-3 47
4 Imidazole. 2-iodo-5-methvl-4-nitro- 253 C4H4IN302 149510-86-1 43
5 2-[2-Thienyl]-4-acetyl quinoline 253 C15H11NOS 027302-83-6 42
Abundance Scan 3234 (22.088 min): BG045077.D (-3231) (-) m/z 253.15 100.00%
253
5000
187 R R R R S
128 213 528 21.80 22.00 22.20 22.40
43 9 157 296 : : : :
et bRl L 26, | 353 seTals M5 48T S oEa s 22 0%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #167877: 7-Oxodehydroabietic acid, methyl ester
253
5000
328 21.80 22.00 22.20 22.40
187 m/z 187 .05 20.52%
43 91 129155 | 213 296
'”'F““’whqyﬁq“wﬂ””|'”'H'”'|”"w"'w"w
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
253
2180 22,00 22.20 22.40
5000 m/z 328.25 14 .85%
197
112
18 55 85 153 225
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #104676: 1,5-Diphenyl-2H-1,2,4-triazoline-3-thione T T TP TP
253 21.80 22.00 22.20 22.40
m/z 213.10 12._.75%
5000
o1 150
""ﬁ¥ “'}U""‘|'4§q| LN U L S S UL SR SR I
m/z--> 50 100 150 200 250 300 350 400 450 21.80 22.00 22.20 22.40

8270-BG041520.M Mon Apr 20 09:18:31 2020 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045077.D

Aca On : 18 Apr 2020 21:40

Operator : CG/JU

Sample : L2304-01

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.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 17 unknown22.70 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
22.70 15.69 ng 714194 Chrysene-di12 21.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-15-Heptadecenal 252 C17H320 1000130-97-9 45
2 15-Hvdroxvpentadecanoic acid 258 C15H3003 004617-33-8 25
3 2-t-Butvl-6-ethvlidene-5-(1-hvdr... 228 C12H2004 1000188-22-6 18
4 Octadecanoic acid 284 C18H3602 000057-11-4 15
5 1-Piperidinyl-2-dimethylphenylsi... 247 C15H25NSi 022409-26-3 15
Abundance Scan 3338 (22.699 min): BG045077.D (-3335) (-) m/z 98.05 100.00%

5000

22.40 22.60 22.80 23.00
m/z 55.05 84 .68%

401 429 455

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #104157: E-15-Heptadecena
43
83
5000 LA L L L L L L LB
111 22. 40 22. 60 22. 80 23. OO
m/z 74.05 79.88%
1139 168 196 224 252
— T T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
55
98 IIIIIIIIIIIIIIIIIIIIII
22.40 22.60 22.80 23.00
5000 m/z 57.05 79.29%
154 185 212
L e o o o o e L o o A N )
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #84099: 2-t-Butyl-6-ethylidene-5-(1-hydroxyethyl)[1,3]diox... R Ea ARRREEEEE S
98 22.40 22.60 22.80 23.00
m/z 41.05 65.56%
5000

184
J \ 127153 7|7 208

m/z--> 100 150 200 250 300 350 400 450 22. 40 22. 60 22. 80 23. 00

8270-BG041520.M Mon Apr 20 09:18:31 2020 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045077.D

Aca On : 18 Apr 2020 21:40

Operator : CG/JU

Sample : L2304-01

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.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 18 15-Hydroxy-7-oxodehydroabie... Concentration Rank 17

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

23.35 15.35 ng 618408 Perylene-d12 24 .86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 15-Hvdroxv-7-oxodehvdroabietic a... 344 C21H2804 060188-95-6 64
2 1-Hvdroxv-4-(p-toluidino)anthraa... 329 C21H15N03 000081-48-1 50
3 4Bh.9bh.14bh-5.10.15-trioxa-14c-... 329 C21H15N03 1000327-58-9 40
4 Silane. dimethvloctvloxvdecvloxv- 344 C20H4402Si 1000346-74-7 38
5 Silane, dimethyldinonyloxy- 344 C20H4402Si 018642-68-7 38
Abundance Scan 3449 (23.351 min): BG045077.D (-3445) (-) m/z 329.15 100.00%

5000
43 269 e

79 115145 227 23.00 23.20 23.40 23.60

0 | e Lk J. I |.|“n.||11 l J ||. A 30]1 37540:!- |4?|2 495 535 m/z 43.05 28 ._.76%

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

23 00 23. 20 23. 40 23 60

43 79106 139168196223250 300

Abundance #179987: 15-Hydroxy-7-oxodehydroabietic acid, methyl ester
329
5000
269
43 115145 187 227 1799
L B B I B I B e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
329
5000

m/z 330.15 25.02%

hIIIIAIIIIIIIIIIIIIIIIIII

23.00 23.20 23.40 23.60

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

m/z 269.15 22 .60%

Abundance #168567: 4Bh,9bh,14bh-5,10,15-trioxa-14c-azabenzo[a]naphth... e e 2
329 23.00 23.20 23.40 23.60
m/z 59.05 13.60%
5000
181208
152 J 236
NIV | I

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

23 00 23. 20 23. 40 23 60

8270-BG041520.M Mon Apr 20 09:18:32 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045077.D

Aca On : 18 Apr 2020 21:40

Operator : CG/JU

Sample : L2304-01

Misc :

ALS Vial : 48 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG041520.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 unknown23.42 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.42 39.68 ng 1598990 Perylene-di12 24 .86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Acetvl-2-amino-3-cvano-7-isopr... 266 C17H18N20 1000241-32-4 46
2 2.7-Dichloro-1-methoxvdibenzofuran 266 C13H8C1202 067061-60-3 46
3 1-Phenazinecarboxvlic acid. 6-(1... 282 C16H14N203 073634-72-7 42
4 2-I2-(4-MethoxvphenvDethenvllbe... 267 C16H13NOS 059198-05-9 38
5 Benzenamine, 3,5-dimethyl-5-nitr... 254 C16H18N20 295780-40-4 25
Abundance Scan 3461 (23.421 min): BG045077.D (-3455) (-) m/z 266.15 100.00%
6
5000 ~/\k
310 USSR i R E—
23.20 23.40 23.60 23.80
£ ll 240 385 41l m/z 251.15 86.80%
m/z--> 50 100 150 200 250 300 350 400
Abundance #115744: 1-Acetyl-2-amino-3-cyano-7-isopropyl-4-methylazulene
251
5000 U DA AR A
23.20 23.40 23.60 23.80
223 m/z 267.15 59.35%
43 77 98118140 166 193 | |
m/z--> 50 100 150 200 250 300 350 400
Abundance
223 266
" 23.20 23.40 23.60 23.80
5000 m/z 254.15 55.87%
196
mz-> 50 100 150 200 250 300 350 400
Abundance #129063: 1-Phenazinecarboxylic acid, 6-(1-hydroxyethyl)-, ...
267 23.20 23.40 23.60 23.80
m/z 253.10 52.87%
239
5000
179 205
) 4\3 7J|5 192 127 1?2 Jl N J” M ‘ | 1
m/z--> 50 100 150 200 250 300 350 400 2320 23.40 23.60 23.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045077.D

Aca On : 18 Apr 2020 21:40

Operator : CG/JU

Sample : L2304-01

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.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 20 unknown25.12 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

25.12 16.96 ng 683582 Perylene-d12 24 .86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Perimidine-4.7-dicarboxaldehy... 282 C17H18N202 253780-85-7 38
2 1H-Perimidine-6.7-dicarboxaldehy... 282 C17H18N202 253780-86-8 35
3 Ether. bis(p-tert-butviphenvl) 282 C20H260 024085-65-2 27
4 Benzo(a)pvren-6-amine 267 C20H13N 007428-83-3 25
5 BH-Naphtho[2,3-c]carbazole 267 C20H13N 000198-96-9 25

Abundance Scan 3750 (25.119 min): BG045077.D (-3745) (-) m/z 267.15 100.00%

267

43
5000

.

225

115 152179 311 R e  REE s e o

342 371 402429 461 499 24.80 25.00 25.20 25.40

m/z 43.05 54 .25%
miz--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #129234: 1H-Perimidine-4,7-dicarboxaldehyde, 2,3-dihydro-1...
267

5

5000 B AERERREEEEEE S
56 224 mm%mmm%m

m/z 283.10 48 .35Y%
127 168196 Jll 0

84 1
R O TE 0 TS 5
m/z--> 0 50 100 150 200 250 300 350 400 450 500

¥

Abundance
267
24.80 25.00 25.20 25.40
5000 m/z 282.10 43.92%
% o 196
224
127 168
L B L o o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #129483: Ether, bis(p-tert-butylphenyl) I e
267 24.80 25.00 25.20 25.40
m/z 255.15 28.98%
5000

-

98
28 57 | 126 165 211240

m/z--> 0 50 100 150 200 250 300 350 400 450 500 24. 80 25. 00 25 20 25. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG041720\
Data File : BG045077.D

Acq On : 18 Apr 2020 21:40

Operator : CG/JU

Sample : L2304-01

Misc :

ALS Vial : 48 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041520.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]
Hexanoic acid 7.12 16.7 ng 1215320 1 8.02 1453000 20.0
Octanoic acid 10.27 76.5 ng 2494470 2 10.83 652256 20.0
Nonanoic acid 11.71 68.0 ng 2218340 2 10.83 652256 20.0
n-Decanoic acid 12.97 14.4 ng 651185 3 14.66 902597 20.0
Octanedioic acid 14.79 17.0 ng 768122 3 14.66 902597 20.0
Azelaic acid 15.77 31.6 ng 1424830 3 14.66 902597 20.0
unknownl16 .82 16.82 35.8 ng 1762740 4 17.40 985828 20.0
Pentadecanoic acid 17.59 14.2 ng 700459 4 17.40 985828 20.0
unknownl18.86 18.86 15.4 ng 757610 4 17.40 985828 20.0
cis-Vaccenic acid 19.47 75.2 ng 3704040 4 17.40 985828 20.0
Octadecanoic acid 19.63 373.5 ng 17005100 5 21.67 910619 20.0
2(3H)-Furanone, d... 20.50 16.1 ng 732142 5 21.67 910619 20.0
1-Nonadecene 21.32 15.1 ng 685499 5 21.67 910619 20.0
unknown21 .45 21.45 77.7 ng 3538980 5 21.67 910619 20.0
7-Oxodehydroabiet... 22.09 23.0 ng 1046410 5 21.67 910619 20.0
unknown22 .70 22.70 15.7 ng 714194 5 21.67 910619 20.0
15-Hydroxy-7-oxod... 23.35 15.4 ng 618408 6 24.86 805943 20.0
unknown23.42 23.42 39.7 ng 1598990 6 24.86 805943 20.0

6

unknown25.12 25.12 17.0 ng 683582 24.86 805943 20.0
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