LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045078.D

Aca On : 18 Apr 2020 22:20

Operator : CG/JU

Sample : L2304-05

Misc :

ALS Vial : 49 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

5.596 402 427 436 rVB2 864464 1939035 5.73% 1.960%
7.194 659 699 710 rBvV2 1279093 4249896 12.57% 4._.297%
rBv 261288 456990 1.35% 0.462%
8.345 888 895 903 rVvB 759287 1381790 4._.09% 1.397%
8.721 935 959 970 rVB 300557 1297760 3.84% 1.312%
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9.180 1029 1037 1048 rBvV 630153 1175794 3.48% 1.189%
10.313 1189 1230 1235 rBV 695350 3931310 11.62% 3.974%
rBv 372597 657967 1.95% 0.665%
11.753 1451 1475 1483 rVV 861495 3674805 10.87% 3.715%
12.587 1605 1617 1635 rBV 728838 2081054 6.15% 2.104%
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11 12.986 1676 1685 1694 rVB 410217 845873 2.50% 0.855%
12 13.280 1729 1735 1744 rVB 1773841 2859444 8.46% 2.891%
13 13.668 1794 1801 1805 rBvV2 285923 556896 1.65% 0.563%
14 14.102 1869 1875 1887 rVB2 364262 713328 2.11% 0.721%
15 14.655 1963 1969 1975 rBV2 570678 961459 2.84% 0.972%

16 14.790 1980 1992 2001 rVvV5 256308 948424 2.80% 0.959%
17 15.078 2034 2041 2042 rBV 279829 473441 1.40% 0.479%
18 15.095 2042 2044 2049 rVB 340127 442895 1.31% 0.448%
19 15.777 2143 2160 2168 rBV3 534433 1986270 5.87% 2.008%
20 15.865 2168 2175 2180 rVB 316407 592068 1.75% 0.599%

21 16.147 2216 2223 2229 rBV 1349384 2129879 6.30% 2.153%
22 16.828 2331 2339 2347 rBV 1536542 2541725 7.52% 2.570%
23 17.228 2403 2407 2413 rBV 242555 365899 1.08% 0.370%
24 17.404 2429 2437 2442 rBV 660568 1128765 3.34% 1.141%
25 17.586 2461 2468 2473 rVB2 493082 719107 2.13% 0.727%

26 17.891 2515 2520 2525 rVB 209760 348050 1.03% 0.352%
27 18.379 2585 2603 2607 rBV2 10710466 33818795 100.00% 34.190%
28 18.978 2700 2705 2709 rBV 405474 550526 1.63% 0.557%
29 19.342 2764 2767 2771 rVB 463502 533566 1.58% 0.539%
30 19.460 2783 2787 2789 rBV3 490037 702806 2.08% 0.711%

31 19.548 2798 2802 2804 rBV 455110 563594 1.67% 0.570%
32 19.618 2804 2814 2825 rVB 6573804 14263171 42.18% 14.420%
33 19.795 2841 2844 2850 rVB2 302323 391486 1.16% 0.396%
34 20.012 2876 2881 2891 rVB 2459509 3654178 10.81% 3.694%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045078.D

Aca On : 18 Apr 2020 22:20

Operator : CG/JU

Sample : L2304-05

Misc :

ALS Vial : 49 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-BG041520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 20.506 2962 2965 2969 rVB 368318 432129 1.28% 0.437%

36 20.652 2987 2990 2993 rBV3 268150 355908 1.05% 0.360%
37 20.688 2994 2996 3006 rVB3 361956 568996 1.68% 0.575%
38 21.322 3102 3104 3110 rVB4 340861 432615 1.28% 0.437%
39 21.457 3123 3127 3136 rVB4 726295 1363124 4_.03% 1.378%
40 21.669 3159 3163 3169 rVB 606181 920177 2.72% 0.930%

41 22.092 3231 3235 3241 rVB 298519 477868 1.41% 0.483%
42 23.413 3456 3460 3469 rVB6 305669 635252 1.88% 0.642%
43 24.858 3700 3706 3714 rBVY 311742 790591 2.34% 0.799%

Sum of corrected areas: 98914706
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045078.D

Aca On : 18 Apr 2020 22:20

Operator : CG/JU

Sample : L2304-05

Misc :

ALS Vial : 49 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: BG045078.D

1le+07
8000000
6000000
4000000

2000000
7.19

5.60 8.35 9.18 10.31 11.75 12.59
8.02 8.72 7 T 10.83
0,,,,,J\,,,/)\,,A s N A A A

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50

Abundance TIC: BG045078.D
18,38

1e+07

8000000
19.62

6000000

4000000

20.01

2000000

1367 1410 14854540

04
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: BG045078.D

1le+07
8000000
6000000
4000000

2000000
23.41 24.86
AN

o 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 : BG045078.D

Aca On : 18 Apr 2020 22:20

Operator : CG/JU

Sample : L2304-05

Misc :

ALS Vial : 49 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 2 Heptanoic acid Concentration Rank 6

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

8.72 56.80 ng 1297760 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptanoic acid 130 C7H1402 000111-14-8 90
2 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 64
3 Pentanoic acid 102 C5H1002 000109-52-4 59
4 Hexanoic acid 116 C6H1202 000142-62-1 50
5 Pentanoic acid, 3-methyl- 116 C6H1202 000105-43-1 45

Abundance Scan 959 (8.721 min): BG045078.D (-935) (-) m/z 60.05 100.00%
60
73
5000
Wl 87 S S C—
101 8.40 8.60 8.80 9.00
0 ,....|i'|.|..-:- ..'".'.,'!|...,'..1.1.5,...1?,8....,.... B eS| m/z 73.00  64.41%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #13415: Heptanoic acid
60
5000 73 LRSS SRS SRR RARAN
o7 41 8.40 8.60 8.80 9.00
87 m/z 41.05 30.06%
|| ‘ Al 101115 130
mz-> 20 45 60 80 100 120 140 160 180 200 220 240 260
Abundance
60
8.40 8.60 8.80 9.00
5000 a1 m/z 55.05 26 .09%
27
87
73 | 100
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #4247: Pentanoic acid
60 8.40 8.60 8.80 9.00
m/z 87.05 24 .33%
5000 73
27 41
,\,\”\I\\\,\”\wm‘, ?.7..10.1...,.... e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 8.40 860 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045078.D

Aca On : 18 Apr 2020 22:20

Operator : CG/JU

Sample : L2304-05

Misc :

ALS Vial : 49 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 2
R.T. EstConc Area Relative to ISTD R.T.
10.31 119.50 ng 3931310 Naphthalene-d8 10.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 97
2 Octanoic acid. silver(l+) salt 250 C8H15A002 024927-67-1 83
3 Hexanoic acid 116 C6H1202 000142-62-1 55
4 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 43
5 Propanedioic acid, propyl- 146 C6H1004 000616-62-6 40
Abundance Scan 1229 (10.308 min): BG045078.D (-1189) (-) m/z 60.05 100.00%
60
5000
5 101
10.00 10.20 10.40 10.60
o A12r 158 196 8L AL "n/z 73.00 86.95%
m/z--> 50 100 150 200 250 300 350 400
Abundance #20837: Octanoic acid
60
5000 SN AN AR
10.00 10.20 10.40 10.60
29 101 m/z 41.05 39.31%
1129
m/z--> 50 160 1éo 260 250 360 3%0 460
Abundance
60
127 10.00 10.20 10.40 10.60
5000 m/z 55.05 35.19%
39 &
107 216 249 273 359
m/z--> éo 160 1%0 260 2%0 360 3%0 460
Abundance #8068: Hexanoic acid
60 10.00 10.20 10.40 10.60
m/z 43.05 33.52%
5000
27 87
HWH\J,MIP?,,I,,,,I,,,, UL UL A L N B RN RN RSB SRARRR
m/z--> 50 100 150 200 250 300 350 400 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 : BG045078.D

Aca On : 18 Apr 2020 22:20

Operator : CG/JU

Sample : L2304-05

Misc :

ALS Vial : 49 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 n-Decanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.75 111.70 ng 3674810 Naphthalene-d8 10.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 72
2 Nonanoic acid 158 C9H1802 000112-05-0 72
3 Undecanoic acid 186 C11H2202 000112-37-8 64
4 Octanoic acid 144 C8H1602 000124-07-2 50
5 Hexanoic acid 116 C6H1202 000142-62-1 50

Abundance Scan 1475 (11.753 min): BG045078.D (-1451) (-) m/z 73.00 100.00%

78
5000 a1 >
115

11. 40 11. 60 11. 80 12. 00
AT L
0 ...,....|i.|..'-.~ Al dldy | 130 188 21 289 L20U60.00  98.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39470: n-Decanoic acid
60
41
5000 129 T LI INL I L L L B L L B B

11. 40 11. 60 11. 80 12.00

m/z 57.05 50.69%

2
112 172
143
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
60

M 11.40 11.60 11.80 12.00
5000 m/z 41.05 45.71%
21 115
87
130 158
mmmwwwwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #50051: Undecanoic acid R e e e e
60 11.40 11.60 11.80 12.00

m/z 55.05 40.40%

5000 43
85 129143
Ta Al ] T 0
‘ L1y ‘ i ”I\H \ H 158 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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 : BG045078.D

Aca On : 18 Apr 2020 22:20

Operator : CG/JU

Sample : L2304-05

Misc :

ALS Vial : 49 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 Phthalic anhydride Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

12.59 63.26 ng 2081050 Naphthalene-d8 10.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic anhvdride 148 C8H403 000085-44-9 94
2 1.2-Benzenedicarboxvlic acid 166 C8H604 000088-99-3 90
3 Phthalic acid. monoethvl ester 194 C10H1004 002306-33-4 83
4 Phthalamic acid 165 C8H7NO3 000088-97-1 74
5 1H-Isoindole-1,3(2H)-dione, 2-(h... 177 C9H7NO3 000118-29-6 72

Abundance Scan 1618 (12.593 min): BG045078.D (-1605) (-) m/z 104.05 100.00%

104
76
5000
50

148 12120 12.40 12.60 12.80 13.00
Ot A 126 | 198 221 3MS62 39 Th/z 76.00 73.43%

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

Abundance #23154: Phthalic anhydride
104
76

5000 148 LN L L B L L LB BB
50 12 20 12. 40 12. 60 12. 80 13. 00

m/z 50.05 26 .25%

.."i?ll.n,..l..,....‘-....,....,.... SN
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
104
76

12 20 12.40 12. 60 12. 80 13. 00

5000 50 m/z 74.05 18.03%
148
26
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #55736: Phthalic acid, monoethy! ester
76 104 12.20 12.40 12.60 12.80 13.00

m/z 147 .95 10.44%

5000 50
148
b | 176

T
m/z--> 0 50 100 150 200 250 300 350 400 12 20 12. 40 12. 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045078.D

Aca On : 18 Apr 2020 22:20

Operator : CG/JU

Sample : L2304-05

Misc :

ALS Vial : 49 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 Tetradecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.99 17.60 ng 845873 Acenaphthene-d10 14.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 91
2 Tetradecanoic acid 228 C14H2802 000544-63-8 83
3 Undecanoic acid 186 C11H2202 000112-37-8 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Hexanoic acid 116 C6H1202 000142-62-1 58
Abundance Scan 1686 (12.992 min): BG045078.D (-1676) (-) m/z 73.05 100.00%
7B
41
5000 129
101 12.60 12.80 13.00 13.20 13.40
0l 20T 34 "m/z 60.05 77.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #39469: n-Decanoic acid
60
5000 41
12.60 12.80 13.00 13.20 13.40
m/z 41.05 47 .93%
18
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
73
43 LN SRR SR B
12.60 12.80 13.00 13.20 13.40
5000 m/z 55.05 43 .20%
129
. 185 228
2 113 149166 211
WWWTWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #50052: Undecanoic acid R o L e
41 60 12.60 12.80 13.00 13.20 13.40
m/z 129.00 37.27%
5000
16
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.60 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045078.D

Aca On : 18 Apr 2020 22:20

Operator : CG/JU

Sample : L2304-05

Misc :

ALS Vial : 49 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 unknownl3.67 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.67 11.58 ng 556896 Acenaphthene-d10 14.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Succinic acid. hexadecvl 4-metho... 442 C26H5005 1000330-24-2 22
2 Succinic acid. hexvl 3-methvlbut... 272 C15H2804 1000349-24-6 22
3 Succinic acid. 4-methoxv-2-methyv... 260 C13H2405 1000330-23-1 22
4 1.4-Di(methvl-d3)benzene-d4 116 C8D10 041051-88-1 22
5 Piperidine, 4-methyl- 99 C6H13N 000626-58-4 22
Abundance Scan 1801 (13.668 min): BG045078.D (-1794) (-) m/z 98.05 100.00%
43 P
71
5000
130 13.40 13.60 13.80 14.00
.J.As AP le3 268 ¥ m/z 43.05  83.45%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #225386: Succinic acid, hexadecyl 4-methoxy-2-methylbutyl ...
101
5000 SR SR BN RN B
69 13.40 13.60 13.80 14.00
45 m/z 101.00 75.49Y%
127155 187 225 343 397
m/z--> 50 100 150 260 2éo 360 3%0 460 4éo
Abundance
101
71 13.40 13.60 13.80 14.00
5000 m/z 99.00 69.27%
43

171
128 203229 257

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #110489: Succinic acid, 4-methoxy-2-methylbutyl propy! ester
101 13.40 13.60 13.80 14.00
m/z 71.05 66 .35%
5000 58
143

27 )] ‘ /176215

T e L S a St
m/z--> 50 100 150 200 250 300 350 400 450 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045078.D

Aca On : 18 Apr 2020 22:20

Operator : CG/JU

Sample : L2304-05

Misc :

ALS Vial : 49 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 unknownl14.79 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

14.79 19.73 ng 948424 Acenaphthene-d10 14.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanedioic acid 174 C8H1404 000505-48-6 43
2 2-Methoxv-2-methvlbut-3-ene 100 C6H120 040426-44-6 30
3 Cvclohexane. 1.2-dimethvl- (cis/... 112 C8H16 000583-57-3 25
4 2H-Pvran. tetrahvdro-2-methvl- 100 C6H120 010141-72-7 22
5 4-Methoxy-3-buten-2-one 100 C5H802 004652-27-1 22

Abundance Scan 1992 (14.790 min): BG045078.D (-1980) (-) m/z 85.05 100.00%

5000

14.40 14.60 14.80 15.00 15.20
m/z 69.05 57.22%

179 215 249

307

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #41424: Octanedioic acid
69 97 138
41
5000 TT T T[T T T T [T T T T[T T T T[TT

14.40 14.60 14.80 15.00 15.20
m/z 55.05 50.42%

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

85
41 s = e
14.40 14.60 14.80 15.00 15.20

5000 m/z 60.00 46 .08%

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

Abundance #6828: Cyclohexane, 1,2-dimethyl- (cis/trans)
55 g7 14.40 14.60 14.80 15.00 15.20
m/z 97.05 42 _.42%
5000
27
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 : BG045078.D

Aca On : 18 Apr 2020 22:20

Operator : CG/JU

Sample : L2304-05

Misc :

ALS Vial : 49 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 unknownl15.08 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
15.08 9.85 ng 473441 Acenaphthene-d10 14.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanal. 2-methvl- 100 C6H120 000123-15-9 38
2 Cvclohexanecarboxvlic acid. 2-me... 186 C10H1803 1000330-87-5 38
3 2-Heptanone. 6-methvl- 128 C8H160 000928-68-7 38
4 2-0Octanone 128 C8H160 000111-13-7 38
5 2-Nonanone, 9-hydroxy- 158 C9H1802 025368-56-3 38
Abundance Scan 2041 (15.078 min): BG045078.D (-2034) (-) m/z 43.05 100.00%
5000
140 168 14.80 15.00 15.20 15.40
192 225 m/z 58.05 73.98%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #3836: Pentanal, 2-methyl-
43
5000
14.80 15.00 15.20 15.40
7 m/z 55.05 47 .84%
"dIIkJ'}?q"'I'"'I""I”"I""I""I""I'
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance
58 83
1480 15.00 15.20 15.40
5000 11 m/z 83.05 36.42%
29 156 186
miz--> 0 éo 160 1%0 260 2%0 360 3éo 460 4%0
Abundance #12527: 2-Heptanone, 6-methyl- R B o
43 14.80 15.00 15.20 15.40
m/z 41.05 31.03%
5000
71 95
15
'MWKIMA'MI'%%gI'"'I""I""I""I""P"'I" LRI SRR DU B
miz--> 0 50 100 150 200 250 300 350 400 450 14.80 15.00 15.20 15.40

8270-BG041520.M Mon Apr 20 09:18:55 2020 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045078.D

Aca On : 18 Apr 2020 22:20

Operator : CG/JU

Sample : L2304-05

Misc :

ALS Vial : 49 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 Azelaic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

15.78 41.32 ng 1986270 Acenaphthene-d10 14.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Azelaic acid 188 C9H1604 000123-99-9 91
2 Bicvclol3.1.1Theptan-3-one. 2.6.... 152 C10H160 015358-88-0 22
3 Bicvclol3.1.1Theptan-3-one. 2.6.... 152 C10H160 000547-60-4 22
4 Cvclohexanecarboxvlic acid. phen... 204 C13H1602 003954-12-9 14
5 2-Pentene, 2,3-dimethyl- 98 C7H14 010574-37-5 11

Abundance Scan 2161 (15.782 min): BG045078.D (-2143) (-) m/z 55.05 100.00%

g5

83

5000

:

15.40 15.60 15.80 16.00
m/z 83.05 71.32%

171187 208 229249 283 316 343

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #52046: Azelaic acid
55

152

-

5000

15.40 15.60 15.80 16.00
m/z 60.05  66.54%

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

3

Abundance
55 83
15.40 15.60 15.80 16.00
5000 m/z 69.05 55.45%
39 110 152
134
Twmmmwmwmmﬁ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #25370: Bicyclo[3.1.1]heptan-3-one, 2,6,6-trimethyl-, (1.a... e
55 | 8 15.40 15.60 15.80 16.00
m/z 41.05 53.93%
5000
3
‘ ‘ ‘110 152
B 0 Y [ P oot e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15.40 15 60 15. 80 16. 00

8270-BG041520.M Mon Apr 20 09:18:55 2020 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045078.D

Aca On : 18 Apr 2020 22:20

Operator : CG/JU

Sample : L2304-05

Misc :

ALS Vial : 49 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 2H-Pyran, 2-(bromomethyl)te... Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
15.86 12.32 ng 592068 Acenaphthene-d10 14.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Pvran. 2-(bromomethvDtetrahv... 178 C6H11BrO 034723-82-5 59
2 5-Oxotetrahvdrofuran-2-carboxvli... 130 C5H604 004344-84-7 59
3 2(3H)-Furanone. dihvdro-5-propvl- 128 C7H1202 000105-21-5 59
4 10-(Tetrahvdro-pvran-2-vloxv)-tr... 252 C15H2403 1000192-28-8 59
5 2(3H)-Furanone, 5-butyldihydro- 142 C8H1402 000104-50-7 59

Abundance Scan 2174 (15.859 min): BG045078.D (-2168) (-) m/z 85.05 100.00%
g5
5000
45 126 15.60 15.80 16.00 16.20
b L BB o | 158172102 221 258282  S573719 |\ sz 126.00  11.18%
m/z--> 50 100 150 200 250 300 350
Abundance #44245: 2H-Pyran, 2-(bromomethyl)tetrahydro-
g5
5000
41 15.60 15.80 16.00 16.20
m/z 45.05 7.76%
15, | 66 123 179
m/z--> §o 160 1éo 260 2éo 360 3%0
Abundance
85
' 15.60 15.80 16.00 16.20
5000 29 m/z 41.05 7.68%
> 105 130
m/z--> §o 160 1éo 260 2éo 360 3%0
Abundance #12284: 2(3H)-Furanone, dihydro-5-propyl- R R R
85 15.60 15.80 16.00 16.20
m/z 55.05 7 .64%
5000
29 i
A, ;H.ﬂy{.., ———— T ———— wandusi .
m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20

8270-BG041520.M Mon Apr 20 09:18:55 2020

Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045078.D

Aca On : 18 Apr 2020 22:20

Operator : CG/JU

Sample : L2304-05

Misc :

ALS Vial : 49 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 unknownl16.83 Concentration Rank 7

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

16.83 45.04 ng 2541730 Phenanthrene-d10 17.40

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 55
2 Dodecanoic acid 200 C12H2402 000143-07-7 38
3 2-Pentoxv-tetrahvdropvran 172 C10H2002 032767-70-7 38
4 2-Pvrrolidinone 85 C4H7NO 000616-45-5 35
5 3-Methoxy-3-methyl-1-pentene 114 C7H140 1000279-61-1 35

Abundance

5000

04
m/z--> 0

50

Scan 2339 (16.828 min): BG045078.D (-2331) (-)

100 150 200 250 300 350 400

450

Abundance

5000

#84452: Tetradecanoic acid

m/z

85.05 100.00%

:%

16.60 16.80 17.00 17.20

m/z 73.05 60.76%

—

T T T T
16.60 16.80 17.00 17.20

m/z 60.00 45_.23%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
73
16.60 16.80 17.00 17.20
m/z 55.05 39.97%
5000{ 43 129
157
101 200
T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #39507: 2-Pentoxy-tetrahydropyran B B B e
85 16.60 16.80 17.00 17.20
m/z 41.05 35.78%
5000 56
29“
v — s
m/z--> 0 50 100 150 200 250 300 350 400 450 16.60 16.80 17.00 17.20

8270-BG041520.M Mon Apr 20 09:18:56 2020

Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045078.D

Aca On : 18 Apr 2020 22:20

Operator : CG/JU

Sample : L2304-05

Misc :

ALS Vial : 49 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 Pentadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.59 12.74 ng 719107 Phenanthrene-d10 17.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 93
2 Tetradecanoic acid 228 C14H2802 000544-63-8 64
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 47
4 Dodecanoic acid 200 C12H2402 000143-07-7 47
5 n-Decanoic acid 172 C10H2002 000334-48-5 47

Abundance Scan 2469 (17.592 min): BG045078.D (-2461) (-) m/z 73.05 100.00%

5000

:

17.20 17.40 17.60 17.80 18.00
m/z 60.05 79.10%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #95854: Pentadecanoic acid

:

17.20 17.40 17.60 17.80 18.00
m/z 43.05 60.92%

5000

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

%

Abundance
73
43 R EEERRREEEE R
17.20 17.40 17.60 17.80 18.00
5000 129 m/z 55.05 56.42%
185
228
98
15 157
I B B o L B o B I o B R BB AL
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107549: n-Hexadecanoic acid A BT
17.20 17.40 17.60 17.80 18.00
m/z 41.05 51.77%
5000

157 185 213 256

%

T T T T I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 17.20 17.40 17.60 17.80 18.00

8270-BG041520.M Mon Apr 20 09:18:56 2020 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045078.D

Aca On : 18 Apr 2020 22:20

Operator : CG/JU

Sample : L2304-05

Misc :

ALS Vial : 49 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 Heptadecanoic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
18.98 9.75 ng 550526 Phenanthrene-d10 17.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecanoic acid 270 C17H3402 000506-12-7 93
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 89
4 Pentadecanoic acid 242 C15H3002 001002-84-2 53
5 Octadecanoic acid 284 C18H3602 000057-11-4 46
Abundance Scan 2705 (18.978 min): BG045078.D (-2700) (-) m/z 73.05 100.00%
73
18:60 18.80 19.00 19.20
o} m/z 60.05 69.77%
m/z--> 0 50 100 150 200 250 300 350
Abundance #119366: Heptadecanoic acid
73
43
270
5000 129 NBAUNAMMUNUNARRE I
18.60 18.80 19.00 19.20
97 171 227 m/z 43.05 65.98%
d Aﬁg'L'l}%qy'L A [rrr T
m/z--> 0 50 100 150 200 250 300 350
Abundance
73
43 18:60 18.80 19.00 19.20
5000 m/z 55.05 57 .50%
129 -
o8 214
18 149
m'z--> 0 50 100 150 200 250 300 350 '
Abundance #84453: Tetradecanoic acid e REREE RS S
73 18.60 18.80 19.00 19.20
43 m/z 41.05 52 .80%
5000 129
w 185 228
B e
m'z--> 0 50 100 150 200 250 300 350 18.60 18.80 19.00 19.20

8270-BG041520.M Mon Apr 20 09:18:57 2020 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045078.D

Aca On : 18 Apr 2020 22:20

Operator : CG/JU

Sample : L2304-05

Misc :

ALS Vial : 49 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 9-Octadecenoic acid, (E)- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
19.46 12.45 ng 702806 Phenanthrene-d10 17.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid. (E)- 282 C18H3402 000112-79-8 90
2 Oleic Acid 282 C18H3402 000112-80-1 64
3 Olevl alcohol. trifluoroacetate 364 C20H35F302 1000352-68-4 62
4 Octadec-9-enoic acid 282 C18H3402 1000190-13-7 58
5 cis-9-Hexadecenal 238 C16H300 056219-04-6 58
Abundance Scan 2787 (19.460 min): BG045078.D (-2783) (-) m/z 55.05 100.00%
83 202
5000
111
37 170 | 200 2288314 354 38 436 1920 19.40 19.60 19.80
il 422 | 288314 354 388 436 | so7 69 05 92.08Y%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129353: 9-Octadecenoic acid, (E)-
5000 N BN BUURILN LN B

I I I I
19.20 19.40 19.60 19.80
111 - m/z 202.05 68.38%
137 165 193 222

m/z--> 50 100 150 200 250 300 350 400
Abundance
41
R R Y
19.20 19.40 19.60 19.80
5000 69 m/z 83.05 65.91%
97
15 123 151 179 220 264
e B B B e o 2
m/z--> 50 100 150 200 250 300 350 400
Abundance #193100: Oleyl alcohol, trifluoroacetate B BEE mE e
55 83 19.20 19.40 19.60 19.80
m/z 41.05 65.03%
5000
111
29
|| | | {137 166 104 237 266 204 336 3
Trriyprrrrr T T r | rrrr [ rrr T | _'_'_'—I_'_'_'_'—I_'_'_'_'—r'_'_'_'—l_'_'_'_

m/z--> 50 100 150 200 250 300 350 400 19.20 19.40 19.60 19.80

8270-BG041520.M Mon Apr 20 09:18:57 2020 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045078.D

Aca On : 18 Apr 2020 22:20

Operator : CG/JU

Sample : L2304-05

Misc :

ALS Vial : 49 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 Hexanoic acid, 2-tetradecyl... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
19.55 12.25 ng 563594 Chrysene-di12 21.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-tetradecvl ester 312 C20H4002 055193-21-0 72
2 2H-Pvran-2-one. tetrahvdro-6-nonvl- 226 C14H2602 002721-22-4 64
3 Hexanoic acid. undec-2-envl ester 268 C17H3202 1000299-35-9 64
4 2H-Pvran-2-one. 6-heptvltetrahvdro- 198 C12H2202 000713-95-1 53
5 2H-Pyran-2-one, tetrahydro-6-pro... 142 C8H1402 000698-76-0 53
Abundance Scan 2802 (19.548 min): BG045078.D (-2798) (-) m/z 99.05 100.00%
99
o ,V,MJ_W,VAJJJA/«NA“W~,~%MJ\
UV SRR U
49 192 19.20 19.40 19.60 19.80
L0 ATATT212 236 264 290 314 355 | nn 5505 48.12%
m/z--> 50 100 150 200 250 300 350
Abundance #154956: Hexanoic acid, 2-tetradecy! ester
43 99
5000 71 NN U
117 19.20 19.40 19.60 19.80
196 m/z 71.05 47 . 79%
2 N L}. 198 168 ]
m/z--> 50 100 150 200 250 300 350
Abundance
99
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rr
19.20 19.40 19.60 19.80
5000 m/z 70.05 37.23%
70
43
18 124142 164 190208226
m/z--> 50 100 150 200 250 300 350
Abundance #117484: Hexanoic acid, undec-2-enyl ester ST T
99 19.20 19.40 19.60 19.80
m/z 43.05 36.84%
5000 43 _d-_~—4¥~/«J/N\—*A-~Q~A
71
124 225
| ‘.{ ||"|" .”.‘I‘ bl Ill§2I1?0I |19|7| - |26|8| SN  ERRAss A AT
m/z--> 50 100 150 200 250 300 350 19.20 19.40 19.60 19.80

8270-BG041520.M Mon Apr 20 09:18:58 2020 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045078.D

Aca On : 18 Apr 2020 22:20

Operator : CG/JU

Sample : L2304-05

Misc :

ALS Vial : 49 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 Octadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

19.62 310.01 ng 14263200 Chrysene-di12 21.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 58

Abundance Scan 2814 (19.618 min): BG045078.D (-2804) (-) m/z 73.05 100.00%

43

5000

-

19.40 19.60 19.80 20.00
m/z 60.05 72.18%

o 313340369 419446

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #131259: Octadecanoic acid

-

19.40 19.60 19.80 20.00
m/z 43.05 70.99%

5000

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

43 73

E

19.40 19.60 19.80 20.00
5000 129 m/z 55.05 68.33%

199 242

101 | 157

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

%

Abundance #84453: Tetradecanoic acid T e e
73 19.40 19.60 19.80 20.00
43 m/z 41.05 60.42%
5000 129
185 228
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 09:18:59 2020 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045078.D

Aca On : 18 Apr 2020 22:20

Operator : CG/JU

Sample : L2304-05

Misc :

ALS Vial : 49 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 Hexadecanoic acid, 2-hydrox... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.46 29.63 ng 1363120 Chrysene-di12 21.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 2-hvdroxv-1-(... 330 C19H3804 023470-00-0 58
2 trans-1.2-Bis(methvldichlorosilyv... 252 C4H8CI4Si2 065899-10-7 56
3 Glvcerol l-palmitate 330 C19H3804 000542-44-9 49
4 2-Dodecvlcvclobutanone 238 C16H300 035493-46-0 25
5 BH-Pyrrolo[3,4-b]pyrazine-5,7(6H... 239 C13H9N302 1000337-19-6 25
Abundance Scan 3127 (21.457 min): BG045078.D (-3123) (-) m/z 98.05 100.00%
9
43 74

5000

:

21.20 21.40 21.60 21.80
m/z 239.20 84.37%

270 299 331355

401 430 489

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #169234: Hexadecanoic acid, 2-hydroxy-1-(hydroxymethyl)eth...
43

-

21.I20 21.I40 21!60 21.I80
m/z 43.05 78.59%

5000

:

m/z-->
Abundance
104 239
R B AR B
21.20 21.40 21.60 21.80
5000 79 m/z 74.05 78.26%
139
L B o B By B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #169226: Glycerol 1-palmitate L B B i LI R
21.20 21.40 21.60 21.80
m/z 57.05 75.59%
R B e AR R
m/z--> 50 100 150 200 250 300 350 400 450 21.20 21.40 21.60 21.80

8270-BG041520.M Mon Apr 20 09:18:59 2020 Page: 20



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045078.D

Aca On : 18 Apr 2020 22:20

Operator : CG/JU

Sample : L2304-05

Misc :

ALS Vial : 49 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 19 7-Oxodehydroabietic acid, m... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
22.09 10.39 ng 477868 Chrysene-di12 21.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Oxodehvdroabietic acid. methvl... 328 C21H2803 110936-78-2 93
2 Triamterene 253 C12H11N7 000396-01-0 46
3 Phenol. 2-(1.1-dimethvlethv)-4-__. 268 C19H240 056187-92-9 43
4 trans-3.4.5-Trimethoxv-.beta.-me... 253 C12H15N05 038059-94-8 43
5 Silane, diphenylbutoxy(2-methoxy... 330 C19H2603Si 1000367-72-3 40
Abundance Scan 3235 (22.092 min): BG045078.D (-3231) (-) m/z 253.15 100.00%
253
5000 l
187 328 L B L B B
128 213
41 go 91 157 296 21.80 22.00 22.20 22.40
Ol bt b pe .~,M'.-+.All.¢h.|l. e 000415 444 | 7254 10 21.73%
m/z--> 50 100 150 200 250 300 350 400
Abundance #167877: 7-Oxodehydroabietic acid, methyl ester
233
5000 LI R SN SULULN B
328 21.80 22.00 22.20 22.40
187m3 m/z 187.05 18.62%
43 129
SO MM Wi OO IR I Bl I
m/z--> 50 100 150 200 250 300 350 400
Abundance
253
| 21.80 22.00 22.20 22.40
5000 m/z 328.15 16.70%
18 43 77 194126150 184 212
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #117634: Phenol, 2-(1,1-dimethylethyl)-4-(1-methyl-1-pheny...
253 21.80 22.00 22.20 22.40
m/z 213.05 12.14%
5000
57 105
| 79] | 128 165191 205
m/z--> 50 100 150 200 250 300 350 400 ' 21.80 22.00 22.20 22.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045078.D

Aca On : 18 Apr 2020 22:20

Operator : CG/JU

Sample : L2304-05

Misc :

ALS Vial : 49 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 3-Acetyl-6-bromocoumarin Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
23.41 16.07 ng 635252 Perylene-di12 24 .86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Acetvl-6-bromocoumarin 266 C11H7Br03 002199-93-1 55
2 Naphthalene. 1-bromo-2.6-dimethoxv- 266 C12H11Bro02 025315-10-0 46
3 1.1"-Binaphthalene 254 C20H14 000604-53-5 38
4 9H-Fluorene. 9-(phenvimethvlene)- 254 C20H14 001836-87-9 38
5 Acridin-1(2H)-one, 3,4-dihydro-3... 282 C18H22N20 146352-02-5 35

Abundance Scan 3459 (23.407 min): BG045078.D (-3456) (-) m/z 251.10 100.00%

251

5000

:

23.00 23.20 23.40 23.60 23.80
m/z 266.15 96 .35%

39 387415

481

miz—-> 0 50 100 150 200 250 300 350 400 450
Abundance #115072: 3-Acetyl-6-bromocoumarin
251
so00] 43
23.00 23.20 23.40 23.60 23.80
0
881ﬂ 167 196 225 m/z 253.05 88.35%
I i A I —
miz—-> 0 50 100 150 200 250 300 350 400 450
Abundance
266
R o e o e R
223 23.00 23.20 23.40 23.60 23.80
5000 m/z 254.10 72_47%
101
63 180
28 129 56
L o A HLALAN A i o o LA B
miz—-> 0 50 100 150 200 250 300 350 400 450
Abundance #105920: 1,1'-Binaphthalene R e T
254 23.00 23.20 23.40 23.60 23.80
m/z 239.05 57.73%
5000
126
28 63 101 | 150174200226
L B o e e I I 0 B e o o R e e S R R
miz—-> 0 50 100 150 200 250 300 350 400 450 23.00 23.20 23.40 23.60 23.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG041720\
Data File : BG045078.D

Acq On 18 Apr 2020 22:20

Operator : CG/JU

Sample : L2304-05

Misc :

ALS Vial : 49 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]
Heptanoic acid 8.72 56.8 ng 1297760 1 8.02 456990 20.0
Octanoic acid 10.31 119.5 ng 3931310 2 10.83 657967 20.0
n-Decanoic acid 11.75 111.7 ng 3674810 2 10.83 657967 20.0
Phthalic anhydride 12.59 63.3 ng 2081050 2 10.83 657967 20.0
Tetradecanoic acid 12.99 17.6 ng 845873 3 14.65 961459 20.0
unknownl3.67 13.67 11.6 ng 556896 3 14.65 961459 20.0
unknownl14 .79 14.79 19.7 ng 948424 3 14.65 961459 20.0
unknownl15.08 15.08 9.8 ng 473441 3 14.65 961459 20.0
Azelaic acid 15.78 41.3 ng 1986270 3 14.65 961459 20.0
2H-Pyran, 2-(brom... 15.86 12.3 ng 592068 3 14.65 961459 20.0
unknownl16 .83 16.83 45.0 ng 2541730 4 17.40 1128770 20.0
Pentadecanoic acid 17.59 12.7 ng 719107 4 17.40 1128770 20.0
Heptadecanoic acid 18.98 9.8 ng 550526 4 17.40 1128770 20.0
9-Octadecenoic ac... 19.46 12.4 ng 702806 4 17.40 1128770 20.0
Hexanoic acid, 2-... 19.55 12.3 ng 563594 5 21.67 920177 20.0
Octadecanoic acid 19.62 310.0 ng 14263200 5 21.67 920177 20.0
Hexadecanoic acid... 21.46 29.6 ng 1363120 5 21.67 920177 20.0
7-Oxodehydroabiet... 22.09 10.4 ng 477868 5 21.67 920177 20.0
3-Acetyl-6-bromoc... 23.41 16.1 ng 635252 6 24.86 790591 20.0
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