LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG061919\

Data File : BG041332.D

Aca On 19 Jun 2019 17:36 Instrument :
Operator : HP/JU BNA_G
Sample 1 K3366-04 5X ClientSampleld :
Misc - BRANCH-LEAVES
ALS Vial : 13 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-BG061719.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.615 425 430 442 rBV 84759 155042 1.21% 0.331%
2 7.231 699 705 714 rBV 98900 176676 1.37% 0.378%
3 7.607 763 769 775 rBV2 97148 177857 1.38% 0.380%
4 8.083 843 850 860 rVB 233367 416323 3.24% 0.890%
5 8.400 899 904 915 rVB 85312 162350 1.26% 0.347%
6 10.903 1323 1330 1343 rVB 318798 576753 4._.48% 1.232%
7 13.336 1738 1744 1750 rBV 181839 282029 2.19% 0.603%
8 13.835 1821 1829 1831 rBV2 86934 154681 1.20% 0.331%
9 13.864 1831 1834 1856 rVB 183269 426483 3.31% 0.911%
10 14.716 1972 1979 1987 rVB2 527130 810007 6.30% 1.731%

11 16.203 2227 2232 2242 rVB3 172815 327494 2.55% 0.700%
12 16.849 2333 2342 2354 rBV 322752 794256 6.17% 1.697%
13 17.172 2390 2397 2403 rBVv3 107391 214649 1.67% 0.459%
14 17.249 2405 2410 2423 rVB5 97062 247372 1.92% 0.529%
15 17.466 2434 2447 2462 rBV2 680911 1241326 9.65% 2.652%

16 17.754 2492 2496 2503 rBV 65549 148952 1.16% 0.318%
17 18.324 2588 2593 2602 rBvV2 580292 865091 6.72% 1.848%
18 18.670 2648 2652 2660 rVVv3 96053 187358 1.46% 0.400%
19 19.323 2759 2763 2778 rBV 407708 702321 5.46% 1.501%
20 19.452 2780 2785 2788 rBV 309777 512368 3.98% 1.095%

21 19.493 2788 2792 2800 rVvVv 698938 1063741 8.27% 2.273%
22 19.587 2804 2808 2814 rVVv2 178264 234593 1.82% 0.501%
23 20.057 2884 2888 2893 rBV 287286 371172 2.88% 0.793%
24 21.332 3103 3105 3117 rVB2 117659 217561 1.69% 0.465%
25 21.743 3169 3175 3186 rVB2 652235 1098828 8.54% 2.348%

26 22.137 3239 3242 3248 rVB3 104489 137967 1.07% 0.295%
27 22.501 3299 3304 3306 rBvV 303231 478366 3.72% 1.022%
28 22.531 3306 3309 3326 rVB 574930 1236650 9.61% 2.642%
29 23.200 3417 3423 3430 rVB5 184026 417953 3.25% 0.893%
30 23.571 3482 3486 3493 rVB3 120672 227994 1.77% 0.487%

31 24.052 3555 3568 3574 rBV 5403874 12866121 100.00% 27.491%
32 24.117 3575 3579 3597 rVB3 150802 434942 3.38% 0.929%
33 24.722 3675 3682 3699 rVB 510819 1397409 10.86% 2.986%
34 24.987 3722 3727 3733 rBV2 159044 383867 2.98% 0.820%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061919\

Data File : BG041332.D

Aca On 19 Jun 2019 17:36

Operator : HP/JU

Sample : K3366-04 5X e LA
Misc :

ALS Vial : 13 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\HPCHEM1\BNA G\METHODS\8270-BG061719.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 25.063 3734 3740 3757 rVB2 314593 1099524 8.55% 2.349%
36 25.545 3814 3822 3831 rVB3 295878 810747 6.30% 1.732%
37 26.185 3914 3931 3944 rBV 3246993 11069015 86.03% 23.651%

38 28.394 4294 4307 4324 rVB4 752119 3058794 23.77% 6.536%
39 30.504 4655 4666 4691 rVB8 294613 1616796 12.57% 3.455%

Sum of corrected areas: 46801428
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061919\

Data File : BG041332.D

Aca On 19 Jun 2019 17:36

Operator : HP/JU

Sample : K3366-04 5X e LA
Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG061719._.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: BG041332.D

5000000
4000000
3000000
2000000

1000000

10.90
5.62 7.23 761 8}'\088 40

Time--> 350 400 450 500 550 6.00 650 7.00 7.50 8.00 850 9.00 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG041332.D

5000000
4000000
3000000
2000000

1000000 17.47 19.49 21.74 22.53

14.72 ' 18.32 1 20.06 22150
1334 1386 “ 16.20 16'85112[2“ 1775 ﬂ 18.67 59 21.33 22.14 (‘i

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: BG041332.D
24405

5000000

4000000

26.19

3000000

2000000

1000000 28.39

6 25.54 30.50
ﬁi"ﬁﬂ%ﬂé s & /\ N A

oottt

Time--> 2300 2350 2400 2450 2500 2550 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\BG061919\

Data File : BG041332.D

Aca On 19 Jun 2019 17:36

Operator : HP/JU

Sample : K3366-04 5X e LA
Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG061719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 unknown7.61 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
7.61 8.54 ng 177857 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 22
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
3 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
5 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H8N2 034760-58-2 10
Abundance Scan 770 (7.613 min): BG041332.D (-763) (-) m/z 131.95 100.00%

131.9
5000 68.0
40.0

960 TT 1T TT 1T T T TT 1T TT
54.0 | | | 720 7.40 7.60 7.80 8.00
e e i e e e e il m/z 68.00 45.35Y%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000 [rrrryrrrrprrrreprrroret
69.0 7.20 7.40 7.60 7.80 8.00
57.0 m/z 66.00 34 .74%

39.0 ||

‘ 890 1030 ”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0

104.0 7.20 7.40 7.60 7.80 8.00

5000 ' m/z 134.00 34.22%
31.0 51.0
SN S NN NOU NSNS | RSN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14132: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl- e
56.0 132.0 7.20 7.40 7.60 7.80 8.00

m/z 69.00 21.16%

5000
271.0 420
15.0 oy |1 \\‘ ‘ 760 91.0 i
|||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||| T

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80 8.00
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG061919\

BG041332.D
19 Jun 2019 17:36
HP/JU
K3366-04 5X
BRANCH-LEAVES
13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG061719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Benzeneethanol, 4-hydroxy- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
13.86 10.53 ng 426483 Acenaphthene-d10 14.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneethanol. 4-hvdroxv- 138 C8H1002 000501-94-0 91
2 Phenol. 2-propvl- 136 C9H120 000644-35-9 72
3 Benzeneacetic acid. 4-hvdroxv-. ... 166 C9H1003 014199-15-6 72
4 Phenol. 4-ethvl- 122 C8H100 000123-07-9 72
5 Benzeneacetic acid, 4-hydroxy- 152 C8H803 000156-38-7 72

Abundance Scan 1833 (13.858 min): BG041332.D (-1831) (-) m/z 107.00 100.00%
10t1.0
5000 j\
77.0 138.0 LR BN SR SULRULE L
39.0 347 2 13.60 13.80 14.00 14.20
— et m/z 77.00 21.39%
m/z--> 50 100 150 200 250 300 350
Abundance #17339: Benzeneethanol, 4-hydroxy-
1071.0
5000
13.60 13.80 14.00 14.20
77.0 138.0 m/z 138.00 16.78%
50,0,
m/z--> 50 100 150 200 250 300 350
Abundance #16374: Phenol, 2-propyl-
107.0
13.60 13.80 14.00 14.20
5000 m/z 108.00 10.70%
136.0
77.0
39.0
m/z--> " s0 100 150 200 250 300 350
Abundance #35773: Benzeneacetic acid, 4-hydroxy-, methyl ester S B A mmm e LSS
107.0 13.60 13.80 14.00 14.20
m/z 78.00 6.41%
5000
770 166.0
12.0 390 | 135.0
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061919\

Data File : BG041332.D

Aca On 19 Jun 2019 17:36

Operator : HP/JU

Sample : K3366-04 5X e LA
Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG061719._.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 4-((1E)-3-Hydroxy-l1-propeny... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.85 12.80 ng 794256 Phenanthrene-d10 17.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-((1E)-3-Hvdroxv-1-propenvl)-2-... 180 C10H1203 1000297-95-5 97
2 Benzene., 1-methvl-4-T(2-methvlpr... 180 C11H16S 054576-37-3 43
3 (+-)-2-Phenethanamine., 1-methvl-... 271 C17H21N02 1000127-89-8 38
4 6-Methvlnicotinic acid 137 C7H7NO2 003222-47-7 30
5 Phenol, 3-methyl-4-nitroso- 137 C7H7NO2 000615-01-0 30
Abundance Scan 2342 (16.849 min): BG041332.D (-2333) (-) m/z 137.00 100.00%
13f.0
T L
91.0
5000
0.0 65.0 T T
: 16.60 16.80 17.00 17.20
2319 3298 "'m/z 124.00 69.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #45271: 4-((1E)-3-Hydroxy-1-propenyl)-2-methoxyphenol
13f.0
180.0
5000 L SN U B --- T
91.0 16,60 16.80 17.00 17.20
39,0 65.0 m/z 180.00 63.60%
'|' T IIIIIIIII I AR DR SR DA B SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #45562: Benzene, 1-methyl-4-[(2-methylpropyl)thio]-
124.0 180.0 S I
16.60 16.80 17.00 17.20
5000 91.0 m/z 91.00 52.64%
39.0
HIIIJIHII\”JHIJIIH .H..‘.‘.‘luﬁul“‘u ‘1.5.:!-.?....|.... PP
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #120204: (+-)-2-Phenethanamine, 1-methyl-N-vanillyl-
137.0 16.60 16.80 17.00 17.20
m/z 76.95 30.39%
44.0
5000 180.0
91.0
gt o 13020202700
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061919\

Data File : BG041332.D

Aca On 19 Jun 2019 17:36

Operator : HP/JU

Sample : K3366-04 5X e LA
Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG061719._.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-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.32 13.94 ng 865091 Phenanthrene-d10 17.47
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 93
3 Octadecanoic acid 284 C18H3602 000057-11-4 87
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Tetradecanoic acid 228 C14H2802 000544-63-8 62
Abundance Scan 2592 (18.318 min): BG041332.D (-2588) (-) m/z 73.00 100.00%
43.0 73.0
5000 j\\
. g, 231 IS L ——
157.1 1851 262 o 18.00 18.20 18.40 18.60
: m/z 43.00 95.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 R AU AR AR

18.00 18.20 18.40 18.60
256.0 m/z 60.00 85.86%

157.0 1g50 213.0

J‘“ 83.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72647: Tridecanoic acid
73.0

R R ABRAAEEEsms
43.0 18.00 18.20 18.40 18.60
5000 129.0 m/z 41.00 85.78%
171.0
H 97.0 ‘ 214.0
‘\ ‘ ‘ | Hlm ‘ H“ h“ \\ 1 ol ‘ ‘

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

l%

Abundance #131261: Octadecanoic acid
43.0 | 73.0 18.00 18.20 18.40 18.60
m/z 55.00 75.14%
5000 129.0
185.0 241.0
Mw 207.0 284.0
alifhl

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18 00 18. 20 18 40 18 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061919\

Data File : BG041332.D

Aca On 19 Jun 2019 17:36

Operator : HP/JU

Sample : K3366-04 5X e LA
Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG061719._.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 Phytol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.32 11.32 ng 702321 Phenanthrene-d10 17.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phvtol 296 C20H400 000150-86-7 91
2 lIsophvtol 296 C20H400 000505-32-8 53
3 Cvclohexanol. 3.5-dimethvl- 128 C8H160 005441-52-1 53
4 Butanoic acid. undec-2-envl ester 240 C15H2802 1000299-12-5 49
5 Butyric acid, 3-pentadecyl ester 298 C19H3802 1000280-57-3 47
Abundance Scan 2763 (19.323 min): BG041332.D (-2759) (-) m/z 71.00 100.00%
71.0
5000 43.1 1
123.1
19.00 19.20 19.40 19.60
o Ay .L. 26711961 2400 27823050 85911 sz 43.10  47.12%
m/z--> 50 100 150 200 250 300 350
Abundance #141395: Phytol
71.0
5000 SR SR UL BUCILN B
43.0 19,00 19.20 19.40 19.60
123.0 m/z 55.00 38.41%
L L 151.0 196.0 278.0
m/z--> 50 100 150 200 250 300 350
Abundance #141400: Isophytol
71.0
19.00 19.20 19:40 19.60
5000 m/z 41.00 36.43%
43.0
0 b 25 0152.0179.0207.0237.0 2780
m/z--> 50 100 150 200 250 300 350
Abundance #12605: Cyclohexanol, 3,5-dimethyl- T
71.0 19.00 19.20 19.40 19.60
m/z 57.05 34.51%
5000
41.0 110.0
m/z--> 50 100 150 200 250 300 350 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061919\

Data File : BG041332.D

Aca On 19 Jun 2019 17:36

Operator : HP/JU

Sample : K3366-04 5X e LA
Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG061719._.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 9,12-Octadecadienoic acid (... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
19.45 8.26 ng 512368 Phenanthrene-d10 17.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid (Z.2)- 280 C18H3202 000060-33-3 97
2 9.12-Octadecadienoic acid (Z.Z2)-... 294 C19H3402 000112-63-0 94
3 Methvl 10-trans.l2-cis-octadecad... 294 C19H3402 1000336-44-2 90
4 Bicvclol2.2.21loctane. 2-methvl- 124 C9H16 000766-53-0 87
5 Cyclodecene 138 C10H18 003618-12-0 86
Abundance Scan 2785 (19.452 min): BG041332.D (-2780) (-) m/z 67.00 100.00%
67.0
5000
96.0
_|_|_|_|—|_|_|_|_|—|_|_|_|_|—|_!_|_|_|—|_!_|_|_
150.1 280.2 19.20 19.40 19.60 19.80
3 ,J.l ey g 920 2209 TP SSLAS6LL 0 sz 81.00  83.33%
m/z--> 50 100 150 200 250 300 350
Abundance #127648: 9,12-Octadecadienoic acid (Z,2)-
610
5000 IR SURRILN SULILN LN B
19.20 19.40 19,60 19.80
9.0 m/z 55.00 66 .74%
' 35,30, 1820 2230 280.0
m/z--> 50 100 150 200 250 300 350
Abundance #139724: 9,12-Octadecadienoic acid (Z,2)-, methyl ester
i
19,20 19:40 19.60 19.80
5000 96.0 m/z 41.05 60.12%
2.0 150.0 263.02940
iy ‘J\L.Jhlu‘, ppo 2200 “77 |
m/z--> 50 100 150 200 250 300 350
Abundance #139709: Methy! 10-trans, 12-cis-octadecadienoate R R
67.0 19.20 19.40 19.60 19.80
m/z 95.00 49 _45%
5000
1 294.0
W J\ L L im0 oo 280 | N
m/z--> 50 200 250 300 350 19,20 19.40 19.60 19.80
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

EAECE R e e e

Peak Number

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG061919\

BG041332.D
19 Jun 2019 17:36
HP/JU
K3366-04 5X
BRANCH-LEAVES
13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG061719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

ion Parameters:

EAE R R R ok R R R e R AR O R AR R R AR R o R R R R R AR R R R R R G R R Sk R o Sk R R R AR e e

8 9,12,15-Octadecatrienoic ac... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
19.49 17.14 ng 1063740 Phenanthrene-d10 17.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12.15-Octadecatrienoic acid. (... 278 C18H3002 000463-40-1 91
2 9.12.15-Octadecatrienoic acid. e... 306 C20H3402 001191-41-9 83
3 Methvl stearidonate 290 C19H3002 1000336-47-8 78
4 9.12.15-Octadecatrien-1-ol. (Z.Z... 264 C18H320 000506-44-5 68
5 Cyclohexene, 3-ethenyl- 108 C8H12 000766-03-0 53

Abundance Scan 2791 (19.487 min): BG041332.D (-2788) (-) m/z 79.00 100.00%
79.0
41.0
5000
08.1
49.1 222 1 19.20 19.40 19.60 19.80
L LA 100.07707250.02781 336137020 7T 67.00  60.91%
m/z--> 50 100 150 200 250 300 350
Abundance #126110: 9,12,15-Octadecatrienoic acid, (Z,Z,2)-
79.0
41.0 08.0 19.20 19.40 19.60 19.80
m/z 41.00 52.28%
ﬂ"’g 0 1800 222.0750 0278.0
m/z--> 50 100 150 200 250 300 350
Abundance #149935: 9,12,15-Octadecatrienoic acid, ethyl ester, (Z,Z,2)-
79.0
1020 19.40 19.60 19.80
5000 410 08.0 m/z 93.00 47 .57%
149.0
\lhﬂ JL \J ‘1910 231.0261.0  306.0
m/z--> 50 100 150 200 250 300 350
Abundance #136358: Methy! stearidonate R e AR
79.0 19.20 19.40 19.60 19.80
m/z 80.10 40.78%
5000
108.0
161.0
. ?%?\h'l ‘\Jldi A IJ89()2210 2610
m/z--> 50 150 200 250 300 350 19.20 19.40 19.60 19.80

8270-BG061719.

M Thu Jun 20 17:52:02 2019

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061919\

Data File : BG041332.D

Aca On 19 Jun 2019 17:36

Operator : HP/JU

Sample : K3366-04 5X e LA
Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG061719._.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 Heptacosane Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
22.50 8.71 ng 478366 Chrysene-di12 21.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 95
2 Octadecane. 2-methvl- 268 C19H40 001560-88-9 93
3 Tridecane. l-iodo- 310 C13H271 035599-77-0 91
4 Octacosane 394 C28H58 000630-02-4 90
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 3304 (22.501 min): BG041332.D (-3299) (-) m/z 57.10 100.00%
51.1
2000 ~,AJ\A~NM~\~.jv\\‘~f»v--~m
o1 22.20 22.40 22.60 22.80
4111831 : : : :
obd LA LL 413850 2531 3232 4009 450.3 5384 o305 71.39%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #202662: Heptacosane
51.0
5000 UM DA AR SRR
2220 22.40 22.60 22.80
m/z 71.10 58.10%
| ?Mwmwnm%m3nomm
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #117648: Octadecane, 2-methyl-
43.9
22.20 22.40 22.60 22.80
5000 m/z 85.05 44 _04%
5.0
m/z--> 50 160 1%0 260 250 300 350 400 450 500
Abundance #152416: Tridecane, 1-iodo- R B B R ama s St
57.0 22.20 22.40 22.60 22.80
m/z 41.00 30.14%
- A/\‘JL
183.0
‘ 0 1 141.0 310 0
m/z--> 50 1(')0 1&1,0 200 250 300 350 400 450 500 2220 22.40 22.60 22.80

8270-BG061719.M Thu Jun 20 17:52:02 2019

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061919\

Data File : BG041332.D

Aca On 19 Jun 2019 17:36

Operator : HP/JU

Sample : K3366-04 5X e LA
Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG061719._.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 1-Heneicosanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.53 22.51 ng 1236650 Chrysene-di12 21.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 Cvclotetracosane 336 C24H48 000297-03-0 93
3 1-Heptacosanol 396 C27H560 002004-39-9 91
4 9-Tricosene. (2)- 322 C23H46 027519-02-4 90
5 Behenic alcohol 326 C22H460 000661-19-8 90
Abundance Scan 3309 (22.531 min): BG041332.D (-3306) (-) m/z 83.00 100.00%
83.0
41.0
5000
}25'1 22120 2240 22,60 2280 |
AL " 107120802489 2880 3511 4132 | n/z 55.00 93.16%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
580 oo ¢
5000 NN IR
22.20 22.40 22.60 22.80
m/z 69.00 81.81%
39.0
19.0 | | }, © 182.0 224.0 266.0
m/z--> éo 160 1%0 260 250 360 3%0 460 '
Abundance #174180: Cyclotetracosane
83.0
43.0 LN AR BN SRR
22.20 22.40 22.60 22.80
5000 336.0 m/z 97.05 80.44%
25.0
Lildd )} 1670 2100 2790
m/z--> éo 160 1%0 260 2éo 360 3%0 460 '
Abundance #210517: 1-Heptacosanol R R B A o T
57.0 97.0 22.20 22.40 22.60 22.80
m/z 41.00 63.97%
39.0
L | ‘} |, 181.0 222.0 264.0 306.0 378.0
m/z--> 5'0 1(')0 1&1,0 2(')0 25'30 3(')0 3&1,0 4(')0 ' 22.'20 22.'40 22.|60 22.I80 '

8270-BG061719.M Thu Jun 20 17:52:03 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061919\

Data File : BG041332.D

Aca On 19 Jun 2019 17:36

Operator : HP/JU

Sample : K3366-04 5X e LA
Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG061719._.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 Heneicosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
23.20 7.61 ng 417953 Chrysene-di12 21.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 95
2 Tetracosane 338 C24H50 000646-31-1 93
3 Heptadecane 240 C17H36 000629-78-7 89
4 Dodecane. 2-methvl- 184 C13H28 001560-97-0 86
5 Tricosane, 2-methyl- 338 C24H50 001928-30-9 86

Abundance Scan 3423 (23.200 min): BG041332.D (-3417) (-) m/z 57.10 100.00%

5000

90 | NN LI L L L LB L
o 1411 191.0 240.2281.0 347.2 400.5440.3 492.6 22.80 23.00 23.20 23.40 23.60

m/z 43.00 78.16%
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #141426: Heneicosane

i3

22. 80 23. OO 23 20 23. 40 23. 60
9.0 m/z 71.10 71.58%

141.0183.0225.0  296.0

m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #175559: Tetracosane

5000

)]
I
o

22.80 23.00 23.20 23.40 23.60
5000 m/z 85.10 46 .90%

9.0
‘ .J 141 0 183 02250 338.0

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #94346: Heptadecane T
22.80 23.00 23.20 23.40 23.60
m/z 55.05 34.19%

-

5000

i

141.0 183.0 240.0
m/z--> 0 50 100 150 200 250 300 350 400 450 22. 80 23. 00 23 20 23. 40 23. 60

8270-BG061719.M Thu Jun 20 17:52:03 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061919\

Data File : BG041332.D

Aca On 19 Jun 2019 17:36

Operator : HP/JU

Sample : K3366-04 5X e LA
Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG061719._.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 1,19-Eicosadiene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
23.57 4.15 ng 227994 Perylene-di12 25.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.19-Eicosadiene 278 C20H38 014811-95-1 93
2 Pentadecanal- 226 C15H300 002765-11-9 64
3 Bicvclol10.8.0leicosane. cis- 278 C20H38 1000155-82-2 58
4 11-Dodecen-1-ol trifluoroacetate 280 C14H23F302 128792-46-1 52
5 Heptadecanal 254 C17H340 1000376-70-0 52
Abundance Scan 3486 (23.571 min): BG041332.D (-3482) (-) m/z 57.10 100.00%
57.1
5000 96.0

207.0 T I 1T I UL I T I rTT I T
256.0 297.0 362.3398.2 484.4 23.20 23.40 23.60 23.80
m/z 43.10 81.80%

152.1

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #126193: 1,19-Eicosadiene
55.0
5000 960 LI L L L L L LB LB
: 23.20 23.40 23.60 23.80
m/z 55.00 80.43%
|| 1 | 138.0180.0 236.0 278.0
L LA Lo e e o o o o B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #82955: Pentadecanal-
82.0
41.0 LN B e I
23.20 23.40 23.60 23.80
5000 m/z 82.00 54 _.99%
| ” 210
II‘IIIII‘III‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #126196: Bicyclo[10.8.0]eicosane, cis- e S AEEREEE S o e
55.0 23.20 23.40 23.60 23.80
m/z 96.00 47 .32%
96.0
5000 278.0
L n | 1370 180, 02220 ,

m/z--> 50 100 150 200 250 300 350 400 450 23 20 23. 40 23. 60 23. 80

8270-BG061719.M Thu Jun 20 17:52:04 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061919\

Data File : BG041332.D

Aca On 19 Jun 2019 17:36

Operator : HP/JU

Sample : K3366-04 5X e LA
Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG061719._.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 Hexacosane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

24.05 234.03 ng 12866100 Perylene-d12 25.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 93
2 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 93
3 Docosane. 1ll-decvl- 451 C32H66 055401-55-3 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Nonacosane 408 C29H60 000630-03-5 91

Abundance Scan 3568 (24.052 min): BG041332.D (-3555) (-) m/z 57.10 100.00%

517.1
5000

99.0 T T
‘ 141.1 1831 225.2 23.80 24.00 24.20 24.40
oL A L T3 508 2602 2672 309.3 351.3 4084 4543 m/z 43.05 72.58%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194493: Hexacosane
57.0
5000 LI INLIL B L L B B LB LB LB
23. 80 24. OO 24. 20 24 40
99.0 m/z 71.10 70.62%
| | ; 1410 183.0 225.0 267.0 309.0 367.0
L LA B e o B L i o B S o o o I S
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #164584: Heptadecane, 9-hexyl-
43.0
R RANEEEEEEEmaS
23.80 24.00 24.20 24.40
5000 50 m/z 85.05 55.18%
210.0
\ ‘ J ;| 127:0160.0 71 | 267.0  323.0
Rt e e e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227195: Docosane, 11-decyl-
57.0 23.80 24.00 24.20 24.40
m/z 55.05 30.94%
99.0
‘ 1 , J | | 141.0183.0 225.0 267.0 3%90 350.0 392.0

I
||||||||||||||||||||||||||||||||||||||||||||| LI L L DL N B

m/z--> 50 100 150 200 250 300 350 400 450 23. 80 24. OO 24. 20 24 40

8270-BG061719.M Thu Jun 20 17:52:04 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061919\

Data File : BG041332.D

Aca On 19 Jun 2019 17:36

Operator : HP/JU

Sample : K3366-04 5X e LA
Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG061719._.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 Cyclohexadecane, 1,2-diethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
24.12 7.91 ng 434942 Perylene-d12 25.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane. 1.2-diethvl- 280 C20H40 1000155-85-3 93
2 9-Tricosene. (2)- 322 C23H46 027519-02-4 93
3 Z-12-Pentacosene 350 C25H50 1000131-09-4 93
4 1-Eicosene 280 C20H40 003452-07-1 93
5 b-Eicosene, (E)- 280 C20H40 074685-30-6 91
Abundance Scan 3580 (24.123 min): BG041332.D (-3575) (-) m/z 43.00 100.00%
43.0 97.0
5000 //\~_
145.0 192.0 9380 24100 24.90 24.40
234.1 281.0 355.1 4192 . 23.80 24.00 24.20 24.40
gl 038 "m/z 55.10 97.45%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #127777: Cyclohexadecane, 1,2-diethyl-
43.0
97.0 280.0
5000 AU AR DR
23.80 24.00 24.20 24.40
m/z 97.05 96.93%
LU 1e10220 |
m/z--> 50 160 150 200 250 300 350 400 450 500
Abundance #163018: 9-Tricosene, (2)-
53.0 97.0
23.80 24.00 24.20 24.40
5000 m/z 57.05 94.16%
39.0 322.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #184195: Z-12-Pentacosene LA L L L B R |
43.0 23.80 24.00 24.20 24.40
97.0 m/z 83.05 82.50%
5000
350.0
| 1139 © 181.0 236.0 290.0
m/z--> 55 160 1éo 200 250 300 350 400 450 500 23.80 24.00 24.20 24.40

8270-BG061719.M Thu Jun 20 17:52:05 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061919\

Data File : BG041332.D

Aca On 19 Jun 2019 17:36

Operator : HP/JU

Sample : K3366-04 5X e LA
Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG061719._.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 2H-1-Benzopyran-6-ol, 3,4-d... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
24.72 25.42 ng 1397410 Perylene-di12 25.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-1-Benzopvran-6-ol. 3.4-dihvdr... 402 C27H4602 000119-13-1 99
2 _.delta.-Tocopherol. O-acetvl- 444 C29H4803 1000374-73-1 91
3 4-Amino-2.3-xvlenol 137 C8H11NO 003096-69-3 35
4 1.3-Benzodioxol-5-amine 137 C7H7NO2 014268-66-7 35
5 6-Amino-2,4-dimethylphenol 137 C8H11NO 041458-65-5 35
Abundance Scan 3682 (24.722 min): BG041332.D (-3675) (-) m/z 137.00 100.00%
137.0
177.0 402.3 J/\\_
5000
43.0
3.0 24.40 24.60 24.80 25.00
Ol “f«" prbbdfd 21902601 8302 ,l. %4 Tm/z 177.00 60.77%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #213180: 2H-1-Benzopyran-6-ol, 3,4-dihydro-2,8-dimethyl-2-...
137.0 402.0
5000 AUV AR AR AR
1r7.0 24,40 24.60 24.80 25.00
43.0 m/z 402.25 57 .56%
I | g30 . N ,217.0260.0 316.0 360.0
m'z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #225893: .delta.-Tocopherol, O-acetyl-
402.0
24.40 24.60 24.80 25.00
5000 137.0 m/z 138.00 33.76%
43.0 177.0 24440
Juﬁfﬁ-o‘_‘ .. L 21902600 316.0 360.0 1'
mz-> 0 50 100 1%0 260 250 300 350 400 450 500
Abundance #16716: 4-Amino-2,3-xylenol R EEEmEmERL TS SR
137.0 24.40 24.60 24.80 25.00

m/z 43.05 33.65%

94.0
15.0 53.0 “J

m/z--> 0 50 100 150 200 250 300 350 400 450 500 24 40 24. 60 24 80 25 00

8270-BG061719.M Thu Jun 20 17:52:05 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061919\

Data File : BG041332.D

Aca On 19 Jun 2019 17:36

Operator : HP/JU

Sample : K3366-04 5X e LA
Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG061719._.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 Tetracosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
24 .99 6.98 ng 383867 Perylene-d12 25.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 93
2 Octacosane 394 C28H58 000630-02-4 90
3 Tricosane. 2-methvl- 338 C24H50 001928-30-9 90
4 Heptadecane. 3-methvl- 254 C18H38 006418-44-6 87
5 Heneicosane 296 C21H44 000629-94-7 86
Abundance Scan 3728 (24.992 min): BG041332.D (-3722) (-) m/z 57.05 100.00%
57.0
1, 99.0 24,60 24.80 25.00 25.20 25.40
1411 225.0 : : : : :
ol A bW || J41) 1831 2250 2810 34013701 aaad ot tOen s 00y
m/z--> 50 100 150 200 250 300 350 400
Abundance #175557: Tetracosane
57.0
5000 AR PRI BUARL BRI B
24 60 24. 80 25 00 25 20 25. 40
99.0 m/z 71.10 61.68%
| | I| ||, 141.0 1830 2250 267.0 338.0
m/z--> 55 160 1éo 260 250 360 3%0 460 '
Abundance #209566: Octacosane
57.0
24,60 24.80 25.00 25.20 25.40
5000 m/z 85.10 54 _55%
99.0
VL Ly, 1410 183.0 225.0 2810 337.0 394.0
m/z--> 55 160 1éo 260 250 300 350 460 '
Abundance #175566: Tricosane, 2-methyl- AL B a's S
43.0 24.60 24.80 25.00 25.20 25.40
m/z 41.00 22 .09%
5000
85.0
‘ |l |y 1270 169.0 211.0 253.0 29?0 338.0
m/z--> % 1& ﬁo ﬁ 250 ﬁo @ 4& ' Mmmm%m%m%m
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061919\

Data File : BG041332.D

Aca On 19 Jun 2019 17:36

Operator : HP/JU

Sample : K3366-04 5X e LA
Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG061719._.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 Pentadecanal- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

25.54 14.75 ng 810747 Perylene-di12 25.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanal- 226 C15H300 002765-11-9 94
2 1.19-Eicosadiene 278 C20H38 014811-95-1 93
3 Heptadecanal 254 C17H340 1000376-70-0 90
4 Disparlure 282 C19H380 029804-22-6 90
5 (2)-14-Tricosenyl formate 366 C24H4602 077899-10-6 90

Abundance Scan 3821 (25.539 min): BG041332.D (-3814) (-) m/z 57.10 100.00%

57.1

5000 96.0

%

25.20 25.40 25.60 25.80
m/z 43.10 94.02%

o 37.1 1941 236.1 282.0 3343 390.3427.2 469.1

m/z--> 0 50 100 150 2000 250 300 350 400 450
Abundance #82954: Pentadecanal-

SN
W
o
[e0]
N
o

5000 LA L L L L L BN |
25.20 25.40 25.60 25.80
930 m/z 82.00 69.08%
: 182.0 296.0
m/z--> 0 50 100 150 2000 250 300 350 400 450
Abundance #126192: 1,19-Eicosadiene
55.0
e  EREREEEE SRS
6.0 25.20 25.40 25.60 25.80
5000 m/z 55.00 68.74%

15.0 J | 137.0 1800  250.0

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

Abundance #105849: Heptadecanal e o AR E
25.20 25.40 25.60 25.80

m/z 41.00 49.38%

-

5000

230 166.0 208.0 2540

T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 25.20 25.40 25.60 25.80

-
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061919\
Data File : BG041332.D

Aca On 19 Jun 2019 17:36

Operator : HP/JU

Sample : K3366-04 5X

Misc :

ALS Vial : 13 Sample Multiplier: 1

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

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG061719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 2

Peak Number 18 Docosane

R.T. EstConc Area

Relative to ISTD R.T.

26.19 201.34 ng

Hit# of 5 Tentative ID

1 Docosane

2 Hexacosane

3 1-lodo-2-methvlundecane
4 Tetracosane

5 Tetratriacontane

C22H46
C26H54
C12H251
C24H50
C34H70

000629-97-0 94
000630-01-3 94
073105-67-6 93
000646-31-1 91
014167-59-0 91

BRANCH-LEAVES

Abundance Scan 3932 (26.191 min): BG041332.D (-3914) (-) m/z 57.10 100.00%
57.1
5000 /\
=0 25.80 26.00 26.20 26.40 26.60
141 1 ]_83 1 2252
okt b d ll LIy os 2222 267.2309.3351.339344364 51131 "h77 43.10  70.39%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #153222: Docosane
57.0
5000 LA L L L L L LI LB B
25 80 26. OO 26. 20 26 40 26. 60
9.0 m/z 71.10 66.26%
| ; 141.0183.0 225.0 267.0 310.0
I o o T T I B e B e e B B B B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #194493: Hexacosane
57.0
R o RmEEEm
25 80 26. 00 26. 20 26.40 26.60
5000 m/z 85.05 51.70%
9.0
! ] | ;141.0183.0225.0 267.0309.0 367.0
L B e B A B e B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #140553: 1-lodo-2-methylundecane T T
57.0 25 80 26. 00 26. 20 26 40 26. 60
m/z 55.10 29.55%
5000
9.0
\ F 169.0 211 0 296.0 e
i o o L I I B e e o B R e A EEEREEE
m/z--> 50 100 150 200 250 300 350 400 450 500 25 80 26. 00 26. 20 26 40 26. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061919\

Data File : BG041332.D

Aca On 19 Jun 2019 17:36

Operator : HP/JU

Sample : K3366-04 5X e LA
Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG061719._.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 3
R.T. EstConc Area Relative to ISTD R.T.
28.39 55.64 ng 3058790 Perylene-d12 25.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 94
2 1.19-Eicosadiene 278 C20H38 014811-95-1 93
3 Tetradecanal 212 C14H280 000124-25-4 91
4 (2)-14-Tricosenvl formate 366 C24H4602 077899-10-6 83
5 Hexadecanal 240 C16H320 000629-80-1 83

Abundance Scan 4306 (28.388 min): BG041332.D (-4294) (-) m/z 57.05 100.00%

571.0

96.1

5000

:

28.00 28.20 28.40 28.60 28.80
m/z 43.05 86.25%

194.1 236.1 292.1 334.2 376.2 418.4

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #117618: Oxirane, hexadecyl-

©
N
o

I I I I I
28.00 28.20 28.40 28.60 28.80
24.0 m/z 82.00 67 .75%
166.0 211.0 250.0

5000

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

Abundance #126192: 1,19-Eicosadiene
55.0
R RS L e
96.0 28.00 28.20 28.40 28.60 28.80
5000 m/z 55.00 65.10%
150 SN h L1370 1800 2500
L B B L e L B o B e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #71297: Tetradecanal A B B B e e e
57.0 28.00 28.20 28.40 28.60 28.80
m/z 96.10 53.07%
5000 %.0
168.0
150 f MU dlaeso | 220 e
m/z--> 0 50 100 150 200 250 300 350 400 450 28.00 28.20 28.40 28.60 28.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061919\

Data File : BG041332.D

Aca On 19 Jun 2019 17:36

Operator : HP/JU

Sample : K3366-04 5X e LA
Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG061719._.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.-Sitosterol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
30.50 29.41 ng 1616800 Perylene-di12 25.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 92
2 .gamma.-Sitosterol 414 C29H500 000083-47-6 64
3 Eraost-7-en-3-ol 400 C28H480 116179-22-7 47
4 Eraost-5-en-3-ol. (3.beta.)- 400 C28H480 004651-51-8 46
5 Campesterol 400 C28H480 000474-62-4 43

Abundance Scan 4665 (30.498 min): BG041332.D (-4655) (-) m/z 43.05 100.00%

43.0

213.1

105.0145.1

5000
255.1 303.2

414.4 i
30.20 30.40 30.60 30.80

500.4
m/z 55.00 64 .35%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #217432: .beta.-Sitosterol
43.0
5000 LA L L L L L L L L L L
107.0 414.0 30 20 30. 40 30 60 30 80
145.0 ' m/z 213.05 59.82%
213.0 2550 303.0
354.0
L
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #217435: .gamma.-Sitosterol
43.0
T T T T
30.20 30.40 30.60 30.80
5000 m/z 57.00 51.49%
81.0
‘ ‘ 414.0
213.0 255 0 329.0
: HMHHH‘H‘MMH‘“HH‘HMH\ ‘ JH\ IILIIIiIILI ||3|6?|Q|h| e e
m/z--> 5 150 200 250 300 350 400 450 500
Abundance #212388: Ergost-7-en-3-ol R R R
43.0 30.20 30.40 30.60 30.80
0
4000 m/z 41.00  49.12%
5000 107.0 255.0
147.0
| H T
LU \HL u\ b hbiboosso L
m/z--> 5 200 250 300 350 400 450 500 30 20 30. 40 30 60 30 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG061919\

Data File : BG041332.D

Acq On : 19 Jun 2019 17:36 Instrument :
Operator : HP/JU BNA_G
Sample 1 K3366-04 5X ClientSampleld :
Misc - BRANCH-LEAVES
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown7 .61 7.61 8.5 ng 177857 1 8.08 416323 20.0
Benzeneethanol, 4... 13.86 10.5 ng 426483 3 14.72 810007 20.0
4-((1E)-3-Hydroxy... 16.85 12.8 ng 794256 4 17.47 1241330 20.0
n-Hexadecanoic acid 18.32 13.9 ng 865091 4 17.47 1241330 20.0
Phytol 19.32 11.3 ng 702321 4 17.47 1241330 20.0
9,12-Octadecadien... 19.45 8.3 ng 512368 4 17.47 1241330 20.0
9,12,15-Octadecat... 19.49 17.1 ng 1063740 4 17.47 1241330 20.0
Heptacosane 22.50 8.7 ng 478366 5 21.74 1098830 20.0
1-Heneicosanol 22.53 22.5 ng 1236650 5 21.74 1098830 20.0
Heneicosane 23.20 7.6 ng 417953 5 21.74 1098830 20.0
1,19-Eicosadiene 23.57 4.2 ng 227994 6 25.06 1099520 20.0
Hexacosane 24.05 234.0 ng 12866100 6 25.06 1099520 20.0
Cyclohexadecane, ... 24.12 7.9 ng 434942 6 25.06 1099520 20.0
2H-1-Benzopyran-6... 24.72 25.4 ng 1397410 6 25.06 1099520 20.0
Tetracosane 24.99 7.0 ng 383867 6 25.06 1099520 20.0
Pentadecanal - 25.54 14.8 ng 810747 6 25.06 1099520 20.0
Docosane 26.19 201.3 ng 11069000 6 25.06 1099520 20.0
Oxirane, hexadecyl- 28.39 55.6 ng 3058790 6 25.06 1099520 20.0
-beta.-Sitosterol 30.50 29.4 ng 1616800 6 25.06 1099520 20.0

8270-BG061719.M Thu Jun 20 17:52:08 2019 Page: 23



