LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG050919\
Data File : BG040849.D
Aca On : 10 May 2019 13:27 Instrument :
Operator : HP/JU (B.‘,'l\!A_(tSS o

- _ lentosampleld :
3?2?:'6 - feroz-14 P021-SS003-0002-01
ALS Vial : 28 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-BG042319.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 3.153 6 11 20 rBv 113782 209626 7.11% 0.559%
2 3.229 20 24 31 rvB 187356 243408 8.25% 0.649%
3 5.209 354 361 366 rBV3 24762 43209 1.46% 0.115%
4 5.674 433 440 450 rBV 893236 1385138 46.95% 3.693%
5 6.796 625 631 638 rVB2 63350 103448 3.51% 0.276%
6 7.283 705 714 725 rBV 962958 1696957 57.52% 4_.525%
7 7.565 756 762 768 rBV2 61638 99285 3.37% 0.265%
8 7.665 770 779 788 rBV 941769 1596420 54.11% 4_.257%
9 8.141 854 860 869 rBV 238324 412999 14.00% 1.101%
10 8.464 907 915 924 rBV 666773 1161750 39.38% 3.098%

11 9.316 1053 1060 1068 rBV 606430 1095716 37.14% 2.922%
12 10.967 1331 1341 1351 rBV 328518 617861 20.94% 1.647%
13 13.394 1746 1754 1761 rBV 1454951 2243888 76.05% 5.983%
14 14.081 1866 1871 1876 rBv4 35004 55289 1.87% 0.147%
15 14.211 1888 1893 1900 rBV 290430 406429 13.78% 1.084%

16 14.287 1900 1906 1919 rVB 27175 56504 1.92% 0.151%
17 14.710 1972 1978 1982 rBV3 45939 70797 2.40% 0.189%
18 14.769 1982 1988 1996 rBV2 556539 911005 30.88% 2.429%
19 14.998 2023 2027 2033 rBV3 34270 50227 1.70% 0.134%

20 16.255 2234 2241 2248 rBV 1366193 2023162 68.57% 5.395%

21 16.966 2357 2362 2367 rBV3 14841 32399 1.10% 0.086%
22 17.513 2449 2455 2461 rBV 739438 1132191 38.37% 3.019%
23 18.365 2595 2600 2613 rBV 295701 457011 15.49% 1.219%
24 18.664 2646 2651 2656 rBv4 65343 103983 3.52% 0.277%
25 19.011 2706 2710 2716 rVB5 23631 37372 1.27% 0.100%

26 19.487 2788 2791 2793 rBV3 28601 38680 1.31% 0.103%
27 19.516 2793 2796 2810 rVB5 46478 132544 4._.49% 0.353%
28 19.628 2811 2815 2821 rBV 160120 247046 8.37% 0.659%
29 19.681 2821 2824 2829 rVB2 44799 64433 2.18% 0.172%
30 19.969 2869 2873 2879 rVB2 56599 71488 2.42% 0.191%

31 20.110 2891 2897 2903 rBV 2239831 2950372 100.00% 7.867%
32 20.356 2934 2939 2942 rBV6 82059 156713 5.31% 0.418%
33 20.550 2968 2972 2976 rBV7 51741 69076 2.34% 0.184%
34 20.703 2992 2998 2999 rBV6 21706 41609 1.41% 0.111%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG050919\
Data File : BG040849.D
Aca On : 10 May 2019 13:27 Instrument :
Operator : HP/JU gll\!A_ctsS o

- _ lentosampleld :
3?2?:'6 - feroz-14 P021-SS003-0002-01
ALS Vial : 28 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Z :\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG042319.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 20.862 3017 3025 3041 rBV2 844255 1467311 49.73% 3.912%

36 20.991 3043 3047 3055 rVB10 57701 109593 3.71% 0.292%
37 21.255 3087 3092 3100 rBV9 87983 154174 5.23% 0.411%
38 21.396 3110 3116 3130 rBV3 201012 544954 18.47% 1.453%
39 21.796 3177 3184 3192 rVB2 683749 1202708 40.76% 3.207%

40 21.949 3205 3210 3215 rVB5 36152 73051 2.48% 0.195%
41 22.148 3240 3244 3251 rBVS 51301 91229 3.09% 0.243%
42 22.213 3251 3255 3260 rVB5 52709 85944 2.91% 0.229%

43 22.577 3311 3317 3321 rBV 164137 277700 9.41% 0.740%
44 22.624 3321 3325 3338 rVB2 197324 528199 17.90% 1.408%
45 23.288 3432 3438 3446 rVB2 114616 243972 8.27% 0.651%

46 23.494 3469 3473 3482 rVB2 37173 70927 2.40% 0.189%
47 23.670 3496 3503 3511 rVvB2 507332 1013772 34.36% 2.703%
48 24.134 3574 3582 3590 rBV 853153 1907152 64.64% 5.085%
49 24.217 3590 3596 3613 rVvVv 414494 1317668 44.66% 3.513%
50 24.581 3655 3658 3668 rVBS8 36491 77424 2.62% 0.206%

51 25.157 3741 3756 3766 rBvV2 375171 1277175 43.29% 3.405%
52 25.679 3835 3845 3857 rBV2 596522 1708859 57.92% 4 _556%
53 26.308 3941 3952 3964 rVB3 268560 872980 29.59% 2.328%
54 26.455 3966 3977 3995 rBV3 369452 1638895 55.55% 4 _370%
55 27.712 4185 4191 4192 rBV6 18241 30884 1.05% 0.082%

56 28.570 4323 4337 4352 rBV3 455476 1832313 62.10% 4 _886%
57 29.722 4526 4533 4547 rBV9 47580 182237 6.18% 0.486%

58 30.703 4689 4700 4702 rBV6 91028 245045 8.31% 0.653%
59 31.990 4906 4919 4937 rBVS 94888 531709 18.02% 1.418%

Sum of corrected areas: 37503910
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO050919\

Data File : BG040849.D

Aca On : 10 May 2019 13:27

Operator : HP/JU

ﬁ?ggle i K2762-14 P021-55003-0002-01
ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

2000000

1500000

1000000

500000

TIC: BG040849.D

567 7.28 767

8.46 9.32

10.97
3 §3 8.14
\ 521 6.80 7.

0
Time-->

! I I I
350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance

2000000

1500000

1000000

500000

TIC: BG040849.D
20111

13.39 16.26

20.86

17.51
14.77

14.21 18.36

19.%3
14.08.29 14/715.00 | 16.97 18.6619 01 19RO,

0
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

2000000

1500000

1000000

500000

TIC: BG040849.D

24.13

0

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\HPCHEM1\BNA G\DATA\BGO050919\

Data File : BG040849.D

Aca On : 10 May 2019 13:27

Operator : HP/JU

ﬁ?ggle i K2762-14 P021-55003-0002-01
ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 11

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

3.23 11.79 ng 243408 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 64
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 50
3 3-Hexanol. 2.4-dimethvl- 130 C8H180 013432-25-2 28
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 3-Hexanol, 3-methyl- 116 C7H160 000597-96-6 9

Abundance Scan 24 (3.229 min): BG040849.D (-20) (-) m/z 73.00 100.00%
73.0

-

5000
3.20 3.30 3.40 3.50 3.60
Ol 29602260 3308 4887 93841 nsz 43.00 44 .51%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0
5000 L LI B LI B L B

3.20 3.30 3.40 3.50 3.60

‘ m/z 87.05 32.54%
27. l
0 I S S S S S I S S S

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

B

Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73.0
3.20 3.30 3.40 3.50 3.60
5000 m/z 55.10 27 .69%
29.
o+
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13730: 3-Hexanol, 2,4-dimethyl-
73.0 3.20 3.30 3.40 3.50 3.60

m/z 71.00 11.35%

5000
29.

{?

m/z--> 0 50 100 150 200 250 300 350 400 450 500 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO050919\

Data File : BG040849.D

Aca On : 10 May 2019 13:27

Operator : HP/JU

ﬁ?ggle i K2762-14 P021-55003-0002-01
ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.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 _alpha.-Pinene Concentration Rank 17

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

6.80 5.01 ng 103448 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .alpha.-Pinene 136 C10H16 000080-56-8 95
2 Bicvclol3.1.1Thept-2-ene. 3.6.6-... 136 C10H16 004889-83-2 94
3 1.3.6-Octatriene. 3.7-dimethvl-.... 136 C10H16 003338-55-4 93
4 Tricvclol2.2.1.0(2.6)1heptane. 1... 136 C10H16 000508-32-7 91
5 3-Carene 136 C10H16 013466-78-9 86

Abundance Scan 632 (6.802 min): BG040849.D (-625) (-) m/z 93.00 100.00%
93.0
5000 770
A
39.0 RS i e S
55.0 121.0,1 46 1 196.1 6.40 6.60 6.80 7.00 7.20
o bt I8 /791,00 52.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15699: .alpha.-Pinene
93.0
5000
39.0 77.0 6.40 6.60 6.80 7.00 7.20

m/z 92.00 43.60%

15.0 0 121.0136.0
0 e LI B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15837: Bicyclo[3.1.1]hept-2-ene, 3,6,6-trimethyl-
93.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 77.00 36.77%
77.0
41.0
121.0
bt A b b TSSO
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15808: 1,3,6-Octatriene, 3,7-dimethyl-, (2)-
93.0 6.40 6.60 6.80 7.00 7.20
m/z 79.00 36.25%
5000
41.0 o
‘ ‘ 210
o...Fﬂﬁ.M”ﬁ@?N“.m ”ﬂ,wh”q.}m]..”,...w...w.
m/z--> 20 40 60 80 100 120 140 160 180 200 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO050919\

Data File : BG040849.D

Aca On : 10 May 2019 13:27

Operator : HP/JU

ﬁ?ggle i K2762-14 P021-55003-0002-01
ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.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 Bicyclo[3.1.1]heptane, 6,6-... Concentration Rank 18

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

7.57 4.81 ng 99285 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.1.11Theptane. 6.6-dimet... 136 C10H16 018172-67-3 91
2 _.alpha.-Pinene 136 C10H16 000080-56-8 91
3 .beta.-Pinene 136 C10H16 000127-91-3 91
4 (+)-3-Carene 136 C10H16 000498-15-7 86
5 3-Carene 136 C10H16 013466-78-9 86

Abundance Scan 763 (7.571 min): BG040849.D (-756) (-) m/z 93.00 100.00%
93.0
41.0
5000
e
36.1 7.20 7.40 7.60 7.80 8.00
- ;I.,II“[ 078 $888 4209 /7 41.00  55.33%
m/z--> 50 100 150 200 250 300 350 400
Abundance #15908: Bicyclo[3.1.1]heptane, 6,6-dimethyl-2-methylene-, ...
93.0
5000 N LIS LU LI L
41.0 720 7.40 7.60 7.80 8.00
m/z 69.00 34 .24%
}“ 36.0
0= ok AR L g B S B
m/z--> 50 100 150 200 250 300 350 400
Abundance #15699: .alpha.-Pinene
93.0
7.20 7.40 7.60 7.80 8.00
0
5000{ 590 m/z 91.00 32 .56%
36.0
0 IILII’#LIAULI“ tl'hujl:‘uluuuuluuuu T
m/z--> 50 100 150 200 250 300 350 400
Abundance #15691: .beta.-Pinene
93.0 7.20 7.40 7.60 7.80 8.00
m/z 77.00 32.19%
41.0
5000
“ 36.0
0 "" "'{H""I""I"" R UL SN SR
m/z--> 100 150 200 250 300 350 400 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO050919\

Data File : BG040849.D

Aca On : 10 May 2019 13:27

Operator : HP/JU

ﬁ?ggle i K2762-14 P021-55003-0002-01
ALS Vial : 28 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG042319.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 unknown7.67 Concentration Rank 1

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

7.67 77.31 ng 1596420 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 22
2 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 22
3 Pvrazolo(2.3-a)pvridine. 7-methvl- 132 C8H8N2 034760-58-2 22
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16

Abundance Scan 780 (7.671 min): BG040849.D (-770) (-) m/z 132.00 100.00%
13R.0
5000 68.0
96.0 RS R UL AR SR
40.0 540 ‘| 84.9 | 69 7.210 7.|60 7.530 8.60
o S PP N O 1P R | N m/z 68.00 51.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0
5000 e
7.40 7.60 7.80 8.00
104.0 m/z 66.00 35.30%
ol 140 270 390 510 660 770 590 | 1150
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14403: Imidazole, 4,5-dicyano-1-methyl-
132.0
740 7.60 7.80 8.00
5000 m/z 134.00 33.28%
67.0
80.0 91.0
0 42' 5\4‘.9\ [l H ‘ ‘\ }0\\601170 [,
miz> 10 2% 3 40 50 60 7 80 90 100 110 130 130 140
Abundance #14512: Pyrazolo(2,3-a)pyridine, 7-methyl- B R A
132.0 7.40 7.60 7.80 8.00
m/z 69.00 20.85%
5000
8.0 104.0
39.0 51.0 63.0 T 920
b 20 e el P wre |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO050919\

Data File : BG040849.D

Aca On : 10 May 2019 13:27

Operator : HP/JU

ﬁ?ggle i K2762-14 P021-55003-0002-01
ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 7 n-Hexadecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
18.36 8.07 ng 457011 Phenanthrene-d10 17.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Dodecanoic acid 200 C12H2402 000143-07-7 70
4 Pentadecanoic acid 242 C15H3002 001002-84-2 68
5 Tetradecanoic acid 228 C14H2802 000544-63-8 50
Abundance Scan 2599 (18.359 min): BG040849.D (-2595) (-) m/z 73.00 100.00%
430 |, 73.0
5000 A&v*
97.0 129.0 213.1 et I S e
1570 1851 256.1 18.00 18.20 18.40 18.60
o} m/z 43.05 93.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
410
5000 129.0
18.00 18.20 18.40 18.60
TM 1570 1as0 2130 260 | M/Z 60.00  92.61%
0‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
73.0
EEEEE e e e AR
43.0 18.00 18.20 18.40 18.60
5000 129.0 m/z 55.00 86.53%

0 ey
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #61117: Dodecanoic acid
73.0 18.00 18.20 18.40 18.60
43.0 m/z 41.00 86.02%
5000
129.0
157.0 200.0

‘ 101. o ‘

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\HPCHEM1\BNA G\DATA\BGO050919\

Data File : BG040849.D

Aca On : 10 May 2019 13:27

Operator : HP/JU

ﬁ?ggle i K2762-14 P021-55003-0002-01
ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.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 Octadecanoic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
19.63 4_.36 ng 247046 Phenanthrene-d10 17.51
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 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Dodecanoic acid 200 C12H2402 000143-07-7 62
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 62

Abundance Scan 2815 (19.628 min): BG040849.D (-2811) (-) m/z 43.05 100.00%

43.0 73.0

5000

185.1

241.1 284.2 L e
19.40 19.60 19.80 20.00

0 3260 "m/z 72.95 85.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131258: Octadecanoic acid
43.0 73.0

5000
19.40 19.60 19.80 20.00

m/z 60.00 82.73%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #95851: Pentadecanoic acid
43.0 ,73.0
19.40 19.60 19.80 20.00
5000 129.0 m/z 57.10 79.15%
o150l .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #84453: Tetradecanoic acid R o e S S e
73.0 19.40 19.60 19.80 20.00
43.0 m/z 41.10 72.90%
5000 129.0
185.0 228.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 19. 40 19. 60 19. 80 20 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO050919\

Data File : BG040849.D

Aca On : 10 May 2019 13:27

Operator : HP/JU

ﬁ?ggle i K2762-14 P021-55003-0002-01
ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.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 cis,trans-2-Ethylbicyclo[4.... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.86 24.40 ng 1467310 Chrysene-di12 21.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis.trans-2-Ethvlbicvclol4.4.01d... 166 C12H22 066660-38-6 50
2 1-Oxaspirol4.41nonane-4-carboxam... 289 C16H19N0O4 1000319-96-8 43
3 Naphthalene. 1.1"-ethvlidenebisl... 302 C22H38 054934-70-2 38
4 trans. cis-3-Ethvlbicvclol4.4.01... 166 C12H22 066660-43-3 38
5 2,5-Octadiene, 3,4,5,6-tetramethyl- 166 C12H22 247797-85-9 38
Abundance Scan 3025 (20.862 min): BG040849.D (-3017) (-) m/z 81.00 100.00%
41.0 810 137.1
5000
20.60 20.80 21.00 21.20
0 3290  394.0 4804 "m/z 137.10 92.50%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #35205: cis,trans-2-Ethylbicyclo[4.4.0]decane
137.0
81.0
5000 LI SR SRR B B
20.60 20.80 21.00 21.20
m/z 41.05 85.56%
0 U L U U UL UL WU L
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #135201: 1-Oxaspiro[4.4]nonane-4-carboxamide, N-(4-methoxy ...
55.0 123.0
o 2060 20,80 2100 2120
5000 ' m/z 95.00 81.44%
} 205.0
0...‘,‘.“1‘.]}*#,...l.JLG.‘Z'.q..,J...z‘.wl'?...,....,....,....,....
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #146688: Naphthalene, 1,1'-ethylidenebis[decahydro-
81.0 137.0 20.60 20.80 21.00 21.20
41.0 m/z 69.00 74 .72%
5000
0 | J.\ 191.0 302.0
m/z--> 50 100 150 200 250 300 350 400 450 2060 20,80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO050919\

Data File : BG040849.D

Aca On : 10 May 2019 13:27

Operator : HP/JU

ﬁ?ggle i K2762-14 P021-55003-0002-01
ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.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 Dehydroabietic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
21.40 9.06 ng 544954 Chrysene-di12 21.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dehvdroabietic acid 300 C20H2802 001740-19-8 93
2 1-Phenanthrenecarboxvlic acid. 1... 300 C20H2802 005155-70-4 83
3 Kaura-9(11).16-dien-18-o0ic acid.... 300 C20H2802 022338-67-6 64
4 Ethvl 4-hvdroxv-7-trifluoromethv... 285 C13H10F3NO3 000391-02-6 49
5 Fumaric acid, di(2-decyl) ester 396 C24H4404 1000348-60-1 46
Abundance Scan 3117 (21.402 min): BG040849.D (-3110) (-) m/z 57.05 100.00%
57.0
239.1
5000
9r.0 285.1
141.0 197.1 NI A DU SN
21.00 21.20 21.40 21.60 21.80
343.0
oLl Bl L 3852 4290 "m/z 43.05 85.95%
m/z--> 50 100 150 200 250 300 350 400
Abundance #144996: Dehydroabietic acid
239.0 2856.0

:

21.IOO 21!20 21.I40 21.I60 21.I80
m/z 55.10 72.88%

5000

0!
m/z--> 50 100 150 200 250 300 350 400
Abundance #145029: 1-Phenanthrenecarboxylic acid, 1,2,3,4,4a,9,10,10... MLM
285.0
239.0 LA U DU U B
21.00 21.20 21.40 21.60 21.80
5000 m/z 239.10 69.40%
197.0
43.0 o 141.0 J
0....‘“,‘....‘,.“.h.f.l“l‘l“.“.‘.‘t‘.‘l.‘.‘.‘.,“....\....l....l....
m/z--> 50 100 150 200 250 300 350 400
Abundance #145008: Kaura-9(11),16-dien-18-oic acid, (4.alpha.)-
285.0 21.00 21.20 21.40 21.60 21.80
m/z 69.00 64 .68%
5000 239.0
41.0 91.0 143.0
197.0
0 'H'MI""I"""""'I""I"" LR U DA U BN
m/z--> 50 100 150 200 250 300 350 400 21.00 21.20 21.40 21.60 21.80

8270-BG042319.M Fri May 10 18:24:58 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO050919\

Data File : BG040849.D

Aca On : 10 May 2019 13:27

Operator : HP/JU

ﬁ?ggle i K2762-14 P021-55003-0002-01
ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.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 Tetradecane, 2,6,10-trimethyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
22.58 4.62 ng 277700 Chrysene-di12 21.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 93
2 Hexacosane 366 C26H54 000630-01-3 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Tetratetracontane 619 C44H90 007098-22-8 90

Abundance Scan 3317 (22.577 min): BG040849.D (-3311) (-) m/z 57.10 100.00%
5%.1
5000

22.20 22.40 22.60 22.80

J l || l 141.1173.0 211.1244.1 280.9 318.2 355.0 416.8

ol o o m/z 71.10 65.73%
m/z--> 50 100 150 200 250 300 350 400
Abundance #94356: Tetradecane, 2,6,10-trimethyl-
57.0
5000
22.20 22.40 22.60 22.80
0
113.0 155.0 m/z 43.05 65.00%
ol L mso
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57.0
R R RALN B o S
22.20 22.40 22.60 22.80
5000 m/z 85.00 40.22%
99.0
oL 1L j u , 1410 1830 2250 267.0 309.0 367.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane
57.0 22.20 22.40 22.60 22.80
m/z 55.10 27 .99%
5000
99.0
026‘;0{ ‘ . 1410 183.0 225.0 267.0 323.0 380.0
m/z--> 50 100 150 200 250 300 350 400 22. 20 22. 40 22 60 22. 80

8270-BG042319.M Fri May 10 18:24:58 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO050919\

Data File : BG040849.D

Aca On : 10 May 2019 13:27

Operator : HP/JU

ﬁ?ggle i K2762-14 P021-55003-0002-01
ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.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 Fumaric acid, 2-chloropropy... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
22.62 8.78 ng 528199 Chrysene-di12 21.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Fumaric acid. 2-chloropropvl dod... 360 C19H33CI04 1000348-57-0 91
2 Z-5-Nonadecene 266 C19H38 1000131-11-8 90
3 1-Docosene 308 C22H44 001599-67-3 89
4 E-15-Heptadecenal 252 C17H320 1000130-97-9 87
5 1-Nonadecene 266 C19H38 018435-45-5 83
Abundance ) Scan 3324 (22.618 min): BG040849.D (-3321) (-) m/z 55.00 100.00%
30 b70
5000
HRRR BN BN ISR BN
153.1 206.9 551 g 336.2 22.40 22.60 22.80 23.00
Y | .,.l.l.':l..:. b 2 222 Tm/z 57.10 96.85%
m'z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #190526: Fumaric acid, 2-chloropropyl dodecy! ester
69.0 117.0
5000
22.40 22.60 22.80 23.00
m/z 43.10 95.88%
29.(
oAk
m/z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #115907: Z-5-Nonadecene
58.0 97.0
22,40 22.60 22.80 23.00
5000 m/z 83.05 92.27%
266.0
o I *00182.0204.0
mz-> 0 50 100 1éo 200 250 300 350 400 450 500
Abundance #151538: 1-Docosene Shammpmeae e
55.0 22.40 22.60 22.80 23.00
m/z 69.00 89.35%
97.0
B /\ANA/J\KM
0244 | | J¥3901810 308.0
mz-> 0 50 100 150 200 250 300 350 400 450 500 2240 22.60 22.80 23.00

8270-BG042319.M Fri May 10 18:24:59 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO050919\

Data File : BG040849.D

Aca On : 10 May 2019 13:27

Operator : HP/JU

ﬁ?ggle i K2762-14 P021-55003-0002-01
ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.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 1,19-Eicosadiene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
23.67 15.88 ng 1013770 Perylene-di12 25.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.19-Eicosadiene 278 C20H38 014811-95-1 95
2 Octadecanal 268 C18H360 000638-66-4 91
3 Tetradecanal 212 C14H280 000124-25-4 86
4 12-Octadecenal 266 C18H340 056554-91-7 86
5 13-Octadecenal 266 C18H340 056554-90-6 86
Abundance Scan 3503 (23.670 min): BG040849.D (-3496) (-) m/z 57.00 100.00%
5000 %60
Jﬂ'l”'Wj\”l”"P'”
2 3622 23.40 23.60 23.80 24.00
ol IH’" w2801 2221 2642 3064 | BT m/z 43.10 93.17%
m/z--> 1 150 200 250 300 350
Abundance #126192: 1,19-Eicosadiene
54.0
96.0
5000 — e
23. 40 23 60 23. 80 24. oo
m/z 82.00 79.00%
oL 26[0] | 13701660 2080 250.0278.0
m/z--> 50 100 150 260 2%0 360 3%0
Abundance #117607: Octadecanal
43.0, 82.0
| 23.40 23.60 23.80 24.00
5000 m/z 55.00 67.58%
11.0
oLl ‘ W | Wil ?2 0
m/z--> 50 100 150 200 250 300 350
Abundance #71298: Tetradecanal I ABAEAREEE S o
57. 23.40 23.60 23.80 24.00
m/z 96.00 53.80%
5000 96.0
zno } 138.0
oL, .L‘ i m b i, 1??9 N — ] M IT{\
m/z--> 5 200 250 300 350 Bmmmmmmm

8270-BG042319.M Fri May 10 18:24:59 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO050919\

Data File : BG040849.D

Aca On : 10 May 2019 13:27

Operator : HP/JU

ﬁ?ggle i K2762-14 P021-55003-0002-01
ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.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 Heneicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
24 .13 29.87 ng 1907150 Perylene-d12 25.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 95
2 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 94
3 Hexacosane 366 C26H54 000630-01-3 94
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 93
Abundance Scan 3581 (24.128 min): BG040849.D (-3574) (-) m/z 57.10 100.00%
57.1
5000
99.0 141.1 23.80 24.00 24.20 24.40
ob kb ALy 34018312251 2810 3514 4085 4683 uT 43 05 67.56%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #141425: Heneicosane
57.0
5000
23.80 24.00 24.20 24.40
99.0 m/z 71.05 61.81%
o 15.ql , | ; 141.0 183.0 225.0 296.0
m/z--> 6 55 160 1%0 260 2éo 360 3%0 460 4%0
Abundance #164584: Heptadecane, 9-hexyl-
43.0
23.80 24.00 24.20 24.40
5000 550 m/z 85.10 45.62%
ol iy 1291690 00 2670 3230
miz--> 0 55 160 1%0 260 250 360 3%0 460 4%0
Abundance #194493: Hexacosane /\l L L L L B B |
57.0 23.80 24.00 24.20 24.40
m/z 55.05 24 .43%
5000
99.0
0 il ; 141.0 183.0 225.0 267.0 309.0  367.0
m/z--> c') 5'0 1(')0 1&1,0 2(')0 25'30 3(')0 3&1,0 4(')0 4&1;0 23.|80 24.00 24.20 24.40

8270-BG042319.M Fri May 10 18:24:59 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG050919\
Data File : BG040849.D

Aca On : 10 May 2019 13:27

Operator : HP/JU

Sample : K2762-14

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.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 Octacosanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
24 .22 20.63 ng 1317670 Perylene-d12 25.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosanol 410 C28H580 000557-61-9 93
2 Heptacosvl acetate 438 C29H5802 1000351-78-2 93
3 1-Heptacosanol 396 C27H560 002004-39-9 93
4 Octacosvl acetate 452 C30H6002 018206-97-8 93
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91
Abundance Scan 3597 (24.222 min): BG040849.D (-3590) (-) m/z 57.05 100.00%
57.0
97.1
5000 l
rrrrprrTT T T T e e T T
39.1 23.80 24.00 24.20 24.40 24.60
I | 1 A l Pli1812 2231 2641 32703652 4252 | nTBE G0 90. 100
m/z--> 50 100 150 200 250 300 350 400
Abundance #215904: Octacosanol
57.0
97.0
5000 R A A I
23. 80 24 00 24. 20 24 40 24. 60
m/z 43.05 83.36%
0 L | {3?? }810 222.0 292.0 334.0 392.0
m/z--> 55 160 150 260 2éo 360 3%0 460 '
Abundance #224391: Heptacosyl acetate
43.0
97.0
23.80 24.00 24.20 24.40 24.60
5000 m/z 83.00 70.82%
oLt \l J “ﬁ3?? 181.0 222.0 264.0 306.0 378.0 423.0
m/z--> 55 160 1éo 260 2%0 360 3%0 460 '
Abundance #210517: 1-Heptacosanol
57.0 97.0 23.80 24.00 24.20 24.40 24.60
m/z 69.00 70.51%
39.0
0 Ll 1| % | , 181.0 222.0 264.0 306.0 378.0
m/z--> % 1& ﬁo ﬁ)z% ﬁo ﬁ)4® ' Bmmmmmmmmm

8270-BG042319.M Fri May 10 18:25:01 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO050919\

Data File : BG040849.D

Aca On : 10 May 2019 13:27

Operator : HP/JU

ﬁ?ggle i K2762-14 P021-55003-0002-01
ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.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 (Z)-14-Tricosenyl formate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
25.68 26.76 ng 1708860 Perylene-d12 25.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (2)-14-Tricosenvl formate 366 C24H4602 077899-10-6 93
2 Tetradecanal 212 C14H280 000124-25-4 91
3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
4 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
5 1,19-Eicosadiene 278 C20H38 014811-95-1 87
Abundance Scan 3845 (25.679 min): BG040849.D (-3835) (-) m/z 57.10 100.00%
51.1
5000 9.0 { \
24.1 25.40 25.60 25.80 26.00
ol [0 jee0 2222211 2023 333 8904 R S e
m/z--> 50 100 150 200 250 300 350
Abundance #194460: (2)-14-Tricosenyl formate
580 1960
25.40 25.60 25.80 26.00
m/z 82.00 67 .93%
o 180.0 222.0 278.0 820.0 366.0
m/z--> 50 100 150 200 250 300 350
Abundance #71300: Tetradecanal
57.0
06.0 ' 25.40 25.60 25.80 26.00
5000 ' m/z 55.10 62.81%
27,0 | 138.0168.0
o W\LHI‘H ??P..,...., R —
m/z--> 50 100 150 200 250 300 350
Abundance #129467: Oxirane, heptadecyl— LI L B L B N B
43.0 82.0 25.40 25.60 25.80 26.00
m/z 96.00 49.68%
5000
11.0
oLl Il . {5201820 2220 2640
m/z--> 150 2(')0 250 300 350 ' 25.40 25.60 25.80 26.00

8270-BG042319.M Fri May 10 18:25:01 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG050919\
Data File : BG040849.D

Aca On : 10 May 2019 13:27

Operator : HP/JU

Sample : K2762-14

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.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 17 Eicosane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
26.31 13.67 ng 872980 Perylene-d12 25.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Heneicosane. 1l-pentvl- 366 C26H54 014739-72-1 93
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Docosane. 1l-butvl- 366 C26H54 013475-76-8 91
5 Tetratetracontane 619 C44H90 007098-22-8 90

Abundance Scan 3952 (26.308 min): BG040849.D (-3941) (-) m/z 57.05 100.00%
57.0
5000
1411 1831 26.00 26.20 26.40 26.60
ol d b .ll LA (SN g2 2852 8261 3794 | “n/z  43.05  68.00%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129493: Eicosane
57.0
5000 NUABUARAUABSURER
26. oo 26 20 26. 40 26.60
l Lo 282.0 m/z 71.10 58.15%
0Z;SJCJ JJ Wlw e e R
m/z--> 150 200 250 300 350 400
Abundance #194505: Heneicosane, 11-pentyl-
43.0
26.00 26.20 26.40 26.60
0
5000 850 m/z 85.05 44 .93%
224.0
oL L1l 1270 1600 290 3360
m/z--> éo 160 1éo 260 250 360 3%0 460 '
Abundance #223852: Hentriacontane
57.0 26.00 26.20 26.40 26.60
m/z 55.05 24 .95%
5000
99.0
o | | 1410 1830 2250 267.0 309.0 351.0 437.0
m/z--> éo 160 1éo 260 2éo 360 3éo 460 ! 2600 2620 2640 2660 !

8270-BG042319.M Fri May 10 18:25:02 2019

P021-SS003-0002-01
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG050919\
Data File : BG040849.D

Aca On : 10 May 2019 13:27

Operator : HP/JU

Sample : K2762-14

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.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 Tricosyl heptafluorobutyrate Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
26.46 25.66 ng 1638900  Perylene-d12 25.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Tricosvl heptafluorobutvrate 536 C27HATF702  1000351-83-4 46

2 Cvclobutanecarboxvlic acid. unde... 252 C16H2802 1000299-13-6 43
3 1-Nonadecene 266 C19H38 018435-45-5 42
4 Z-12-Pentacosene 350 C25H50 1000131-09-4 41
5 17-Pentatriacontene 491 C35H70 006971-40-0 41
Abundance Scan 3978 (26.461 min): BG040849.D (-3966) (-) m/z 83.05 100.00%
83.0
43.1
5000
l 1571 297.2
. 26.20 26.40 26.60 26.80
ob - h AL Ly ,‘1. 20902501 | 86414063 ' "m/z 57.05 86.56%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #238204: Tricosyl heptafluorobutyrate
51.0
97.0
26.20 26.40 26.60 26.80
m/z 97.10 68.56%
MR Y 3?'?1,81.0222.0 265.0 322.0367.0 518.0
L e e L a o s iy o
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #104074: Cyclobutanecarboxylic acid, undec-2-enyl ester
55.0
26.20 26.40 26.60 26.80
5000 m/z 55.00 65.84%
ol L f70 15201050 2500
e e L o e
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #115906: 1-Nonadecene S T e
430 97.0 26.20 26.40 26.60 26.80
m/z 69.00 64 .64%
5000
ol L #?'?182.0 224,0266.0
L B AR Rmmm e o e
mz-> 0 50 100 150 200 250 300 350 400 450 500 26.20 26.40 26.60 26.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO050919\

Data File : BG040849.D

Aca On : 10 May 2019 13:27

Operator : HP/JU

ﬁ?ggle i K2762-14 P021-55003-0002-01
ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.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 Oxirane, hexadecyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
28.57 28.69 ng 1832310 Perylene-d12 25.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
2 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
3 Pentadecanal - 226 C15H300 002765-11-9 80
4 Octadecanal 268 C18H360 000638-66-4 74
5 (2)-14-Tricosenyl formate 366 C24H4602 077899-10-6 70

Abundance Scan 4337 (28.570 min): BG040849.D (-4323) (-) m/z 57.00 100.00%

57.0

-

5000 9.1
38.1 28.20 28.40 28.60 28.80
.8 208.0 250.2 . . 418.4
ol I I.l.il.l.rl?.g?.,....,....3?6.3...3}6.1.2..,... m/z 43.05 84.45%
m/z--> 50 100 150 200 250 300 350 400
Abundance #117617: Oxirane, hexadecyl-
.0

5

28 20 28 40 28. 60 28 80
m/z 81.95 65.92%

24.0

3.0 82
5000
o 166.0 208.0 250.0

m/z--> 100 150 200 250 300 350 400
Abundance #129467: Oxirane, heptadecyl-
43.0 82.0

28.20 28.40 28.60 28.80
5000 m/z 55.00 61.93%

i{

0 i“ |y 1660 2220 2640

%

L I T T lI T I I‘I T T T I T T T T I L T I T T
m/z--> 50 150 200 250 300 350 400
Abundance #82955: Pentadecanal- R e
82.0 28.20 28.40 28.60 28.80
41.0 m/z 96.10 48 .80%
5000
W | 24.0
L — L~V O NS
m/z--> 50 100 150 200 250 300 350 400 28 20 28 40 28. 60 28 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO050919\

Data File : BG040849.D

Aca On : 10 May 2019 13:27

Operator : HP/JU

ﬁ?ggle i K2762-14 P021-55003-0002-01
ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.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 _beta.-Amyrin Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
31.99 8.33 ng 531709 Perylene-di12 25.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Amvrin 426 C30H500 000559-70-6 81
2 Thienol2.3-blpvridine-2-carbonit... 218 C10H10N4S 147992-88-9 80
3 8-Amino-6.7-dimethoxv-4-methvlau... 218 C12H14N202 1000213-07-2 72
4 _.alpha.-Amvrin 426 C30H500 000638-95-9 70
5 5(1H)-Azulenone, 2,4,6,7,8,8a-he... 218 C15H220 006754-66-1 50
Abundance Scan 4919 (31.990 min): BG040849.D (-4906) (-) m/z 218.10 100.00%
218.1
5000

31.60 31.80 32.00 32.20 32.40

257.1 298.1 339.1373.1 411.2

0 T R m/z 203.10 59.30%
m/z--> 50 100 150 200 250 300 350 400
Abundance #221180: .beta.-Amyrin
218.0
5000

31.60 31.80 32.00 32.20 32.40
m/z 69.05 19.98%

257.0 297.0 337.0  393.0426.0

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #75201: Thieno[2,3-b]pyridine-2-carbonitrile, 3-amino-4-di...
218.0
s B M B
31.60 31.80 32.00 32.20 32.40
50001 44.0 m/z 95.00 18.34%
186.0
103.0 147.0 L
R A i O U
m/z--> 50 100 150 200 250 300 350 400
Abundance #75613: 8-Amino-6, 7-dimethoxy-4-methylquinoline A EEEEE L
18.0 31.60 31.80 32.00 32.20 32.40
m/z 189.10 15.59%
5000
104 o 1600
51.0 Lo
ol e bbb A
m/z--> 50 100 15 200 250 300 350 400 31.60 31.80 32.00 32.20 32.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG050919\
Data File : BG040849.D
Acq On : 10 May 2019 13:27 Instrument :
Operator : HP/JU E;:rlx!A_ctsS o

- _ lentosampleld :
3?2?6 - (erbe-i4 P021-SS003-0002-01
ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319_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]
Butane, 2-methoxy... 3.23 11.8 ng 243408 1 8.14 412999 20.0
-alpha.-Pinene 6.80 5.0 ng 103448 1 8.14 412999 20.0
Bicyclo[3.1.1]hep... 7.57 4.8 ng 99285 1 8.14 412999 20.0
unknown? .67 7.67 77.3 ng 1596420 1 8.14 412999 20.0
n-Hexadecanoic acid 18.36 8.1 ng 457011 4 17.51 1132190 20.0
Octadecanoic acid 19.63 4.4 ng 247046 4 17.51 1132190 20.0
cis,trans-2-Ethyl... 20.86 24 .4 ng 1467310 5 21.80 1202710 20.0
Dehydroabietic acid 21.40 9.1 ng 544954 5 21.80 1202710 20.0
Tetradecane, 2,6,... 22.58 4.6 ng 277700 5 21.80 1202710 20.0
Fumaric acid, 2-c... 22.62 8.8 ng 528199 5 21.80 1202710 20.0
1,19-Eicosadiene 23.67 15.9 ng 1013770 6 25.16 1277180 20.0
Heneicosane 24.13 29.9 ng 1907150 6 25.16 1277180 20.0
Octacosanol 24 .22 20.6 ng 1317670 6 25.16 1277180 20.0
(2)-14-Tricosenyl ... 25.68 26.8 ng 1708860 6 25.16 1277180 20.0
Eicosane 26.31 13.7 ng 872980 6 25.16 1277180 20.0
Tricosyl heptaflu... 26.46 25.7 ng 1638900 6 25.16 1277180 20.0
Oxirane, hexadecyl- 28.57 28.7 ng 1832310 6 25.16 1277180 20.0
-beta.-Amyrin 31.99 8.3 ng 531709 6 25.16 1277180 20.0
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