LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061919\
Data File : BG041334.D

Aca On 19 Jun 2019 18:52

Operator : HP/JU

Sample : K3154-13 2X

Misc :

ALS Vial : 15 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 5.620 424 431 445 rBV 273531 475529 2.98% 0.992%
2 7.230 699 705 718 rBV 289329 533144 3.34% 1.112%
3 7.612 763 770 781 rBV 291497 539571 3.39% 1.126%
4 8.082 843 850 860 rBV 191881 333964 2.10% 0.697%
5 8.405 896 905 916 rVB 225965 402722 2.53% 0.840%
6 9.263 1043 1051 1059 rBVY 185688 358251 2.25% 0.747%
7 10.902 1324 1330 1338 rBV 233259 421981 2.65% 0.880%
8 13.340 1738 1745 1753 rVB 438867 696811 4_.37% 1.454%
9 13.499 1766 1772 1778 rBvV2 110461 173598 1.09% 0.362%
10 14.157 1875 1884 1888 rVB5 115596 219665 1.38% 0.458%

11 14.568 1949 1954 1962 rVB 166731 241592 1.52% 0.504%
12 14.715 1974 1979 1986 rVB2 341453 559996 3.51% 1.168%
13 15.520 2107 2116 2120 rBV 237333 349851 2.19% 0.730%
14 15.919 2176 2184 2188 rBV2 135105 270412 1.70% 0.564%
15 16.207 2228 2233 2239 rBV 367868 577765 3.62% 1.206%

16 16.378 2258 2262 2273 rBV 303683 623778 3.91% 1.302%
17 17.171 2393 2397 2401 rBV 301877 348104 2.18% 0.726%
18 17.218 2401 2405 2410 rVB 141741 184586 1.16% 0.385%
19 17.465 2441 2447 2452 rBV2 473770 750792 4.71% 1.567%
20 17.911 2519 2523 2528 rVB 281768 342536 2.15% 0.715%

21 18.093 2549 2554 2560 rVB 1973244 2401989 15.07% 5.012%
22 18.328 2588 2594 2607 rBV 507810 868296 5.45% 1.812%
23 18.599 2636 2640 2644 rVB 290444 349105 2.19% 0.728%
24 19.239 2742 2749 2751 rBV 7228670 9385722 58.88% 19.583%
25 19.274 2751 2755 2764 rVB 12042914 15939941 100.00% 33.259%

26 19.392 2770 2775 2779 rVB 1304037 1537011 9.64% 3.207%
27 19.456 2780 2786 2787 rVV 513334 725136 4 _55% 1.513%
28 19.486 2787 2791 2802 rVV2 1385071 2633026 16.52% 5.494%
29 19.592 2806 2809 2816 rVB2 230741 366734 2.30% 0.765%
30 19.756 2833 2837 2841 rBV 270302 357439 2.24% 0.746%

31 19.803 2841 2845 2848 rVB 227774 265097 1.66% 0.553%
32 20.062 2885 2889 2893 rVB 773361 934985 5.87% 1.951%
33 20.250 2916 2921 2924 rBV2 305931 439098 2.75% 0.916%
34 20.326 2931 2934 2938 rBV2 214702 325031 2.04% 0.678%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061919\
Data File : BG041334.D

Aca On 19 Jun 2019 18:52

Operator : HP/JU

Sample : K3154-13 2X

Misc :

ALS Vial : 15 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-BG061719.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 20.367 2938 2941 2949 rVB 308052 414024 2.60% 0.864%

36 20.479 2956 2960 2963 rBV 269194 329290 2.07% 0.687%
37 20.649 2986 2989 2995 rBV4 134417 210914 1.32% 0.440%
38 20.825 3016 3019 3023 rVB 174926 188566 1.18% 0.393%
39 21.331 3103 3105 3113 rVB 161456 240656 1.51% 0.502%
40 21.495 3130 3133 3140 rVB2 196956 293062 1.84% 0.611%

41 21.742 3170 3175 3181 rVB 477725 801532 5.03% 1.672%
42 21.883 3196 3199 3205 rVvB2 181103 250629 1.57% 0.523%
43 22.500 3300 3304 3312 rBV 152668 264997 1.66% 0.553%

Sum of corrected areas: 47926928
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061919\
Data File : BG041334.D

Aca On 19 Jun 2019 18:52

Operator : HP/JU

Sample : K3154-13 2X

Misc :

ALS Vial : 15 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: BG041334.D
1.2e+07

le+07
8000000
6000000
4000000

2000000

5.62 7.23 7.61 808840 9.26 10.90
GIIIIIIIIIIIIIIIIIIIIIIIII\TIIIIIIIIIIIIII rTTrT IIIIIIIIIIIIIIIIIIII"I\IIIIIIIIIIIIIIII

Time--> 350 4.00 450 500 550 6.00 6.50 7.00 7.50 800 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG041334.D
1.2e+07 19,27

1e+07
8000000 19l0a

6000000

4000000

2000000 18.09

13340 1416 141gK71 15.52 15, 93615138 1131,15!27-46 17.9J 18.38%3 60 93@85583 212350218 2250
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: BG041334.D
1.2e+07

1e+07

8000000

6000000

4000000

2000000

s PR
O e P e T T A T T T T T T e e T

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\BG061919\
Data File : BG041334.D

Aca On 19 Jun 2019 18:52

Operator : HP/JU

Sample : K3154-13 2X

Misc :

ALS Vial : 15 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 5

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

7.61 32.31 ng 539571 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
3 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 25
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 25
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 22

Abundance Scan 770 (7.612 min): BG041334.D (-763) (-) m/z 132.00 100.00%
132.0
5000 68.0
40.0 9.0 720 7.40 7.60 7.80 8.00
114.9 233.9 m/z 68.00 45.44%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000
7.20 7.40 7.60 7.80 8.00
310 510 m/z 66.00 32.45%
"Lm!'“w'!'k"'w"'w"'w"'w"'w"'w"'w"'w
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
720 7.40 7.60 7.80 8.00
5000 m/z 134.00 32.09%
70.
“J'lﬁﬁqr“tmﬁqth“'w"‘w"'w"'w"'w"'w"'w
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro- T
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.05 19.32%
5000
69.0
39.0 ‘
||muu‘|”|“|‘|‘|l:‘l‘luu‘uu‘]iqﬁulguluu R B e RN
m/z--> 40 60 80 100 120 140 160 180 200 220 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061919\
Data File : BG041334.D

Aca On 19 Jun 2019 18:52

Operator : HP/JU

Sample : K3154-13 2X

Misc :

ALS Vial : 15 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 3 Hexadecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14 .57 8.63 ng 241592 Acenaphthene-d10 14.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Sulfurous acid. 2-ethvlhexvl iso... 278 C14H3003S 1000309-19-0 86
3 Undecane. 2.3-dimethvl- 184 C13H28 017312-77-5 78
4 9-methvlheptadecane 254 C18H38 026741-18-4 78
5 Tridecane 184 C13H28 000629-50-5 72
Abundance Scan 1954 (14.568 min): BG041334.D (-1949) (-) m/z 57.05 100.00%

51.0
5000 .

14. 20 14. 40 14 60 14. 80
113.1 1 155.0 i 212.2
133.1 183.0 m/z 43.05 83.31%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
57.0

5000 T
14.20 14.40 14.60 14.80

29.0 8.0 m/z 71.05 59.49Y%
| , 113.0 1410 169.0 197.0 226.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #125661: Sulfurous acid, 2-ethylhexyl isohexy! ester
57.0

85.0 14.20 14.40 14.60 14.80
5000 m/z 41.00 45 _47%

29.0 ‘ 113.0
1 [ |

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

Abundance #48855: Undecane, 2,3-dimethyl- L B

43.0 14.20 14.40 14.60 14.80
m/z 85.10 39.06%

71.0
5000
140.0
990
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.20 14. 40 14 60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061919\
Data File : BG041334.D

Aca On 19 Jun 2019 18:52

Operator : HP/JU

Sample : K3154-13 2X

Misc :

ALS Vial : 15 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 Bacchotricuneatin c Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.52 12.49 ng 349851 Acenaphthene-d10 14.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bacchotricuneatin c 342 C20H2205 066563-30-2 97
2 Hexadecane 226 C16H34 000544-76-3 94
3 Tetradecane 198 C14H30 000629-59-4 91
4 Tridecane. 7-propvl- 226 C16H34 055045-09-5 86
5 Pentadecane 212 C15H32 000629-62-9 86
Abundance Scan 2116 (15.520 min): BG041334.D (-2107) (-) m/z 57.05 100.00%
57.0
5000 85.1 \meAquwﬁf\//{Aw\~WAMMV/\N/
USRI BN SURIR SRS
1130  155.1 15.20 15.40 15.60 15.80
) — ,1 AR o>llesl 262 m/z 43.05 71.07%
m/z--> 50 100 150 200 250 300
Abundance #178298: Bacchotricuneatin ¢
7101 1120
5000 UL BN SURIR SN
15.20 15.40 15.60 15.80
m/z 71.05 58.47%
120 191031702450 312.0 342.0
m/z--> éo 100 1éo 200 250 360 '
Abundance #83026: Hexadecane
57.0
15.20 15.40 15.60 15.80
5000 85.0 m/z 41.00 46.22%
29.0 113.0
l‘ i J‘ ' : J “l “14}.0‘169.0 > 22?'.0 \N/\/\/\J\ANM—/\/
m/z--> éo 160 150 200 250 360 '
Abundance #59879: Tetradecane A E e
57.0 15.20 15.40 15.60 15.80
m/z 85.10 42 .41%
5000 85.0
29.0
m/z--> 5'0 1(')0 150 200 25'30 300 ' 15.'20 15.'40 15.|60 15.|80 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061919\
Data File : BG041334.D

Aca On 19 Jun 2019 18:52

Operator : HP/JU

Sample : K3154-13 2X

Misc :

ALS Vial : 15 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 Tridecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.92 9.66 ng 270412 Acenaphthene-d10 14.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 94
2 5-Ethvldecane 170 C12H26 017302-36-2 83
3 Nonane. 2-methvl- 142 C10H22 000871-83-0 68
4 Tetratetracontane 619 C44H90 007098-22-8 64
5 Pentadecane 212 C15H32 000629-62-9 64
Abundance Scan 2184 (15.919 min): BG041334.D (-2176) (-) m/z 57.10 100.00%
51.1
5000
85.1
39 | 1131 q410 1691 15.60 15.80 16.00 16.20
,,| el b 901 2071 2892 1 o7 3710 58 49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48834: Tridecane
57.0
5000 85.0 LR SR B IR IULLRE
15.60 15.80 16.00 16.20
29.0 m/z 71.05 47 .39%
Il ] | 120 10 184.0
miz--> """"""eb""s'o"'ic')é"iz'é"iié"iéé"iéd"éoé"ééé"é&d'
Abundance #38319: 5-Ethyldecane
57.0
15.60 15.80 16.00 16.20
5000 m/z 41.00 31.92%
8.0 140.0
112.0
"'l"'w“"H“'N'w'M"“"b'w"'p"'w%zqgl'“' [T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #19168: Nonane, 2-methyl- A REE e
43.0 15.60 15.80 16.00 16.20
m/z 85.10 27 .34%
5000
71.0
98.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061919\
Data File : BG041334.D

Aca On 19 Jun 2019 18:52

Operator : HP/JU

Sample : K3154-13 2X

Misc :

ALS Vial : 15 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 Heptadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.38 16.62 ng 623778 Phenanthrene-d10 17.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Hexadecane 226 C16H34 000544-76-3 91
3 Pentadecane 212 C15H32 000629-62-9 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Nonadecane 268 C19H40 000629-92-5 87

Abundance Scan 2262 (16.378 min): BG041334.D (-2258) (-) m/z 57.05 100.00%

51.0
5000 ,

16.00 16.20 16.40 16.60
m/z 43.05 76.82%

113.1140.1  183.1 214.1240.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #94346: Heptadecane
57.0
85.0
5000 | BLNLINLEN BN L LB Y I LB B
16.00 16.20 16.40 16.60
29.0 m/z 71.05 56.90%
Rt man L R B L R T LSRN ARARIRRaRa Rt
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #83027: Hexadecane
57.0
T T
16.00 16.20 16.40 16.60
5000 85.0 m/z 41.00 45.88%
29.0
Ll mwjﬂ@mmm%mmﬂm
RN R O A s s s e R R AR R sR R Ry ey
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #71395: Pentadecane A EEREEEEEES
57.0 16.00 16.20 16.40 16.60
m/z 85.10 41._.79%
29.0
5000 85.0

%

i].].3 0 ]_4]_ 0 169 0 212.0

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

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061919\
Data File : BG041334.D

Aca On 19 Jun 2019 18:52

Operator : HP/JU

Sample : K3154-13 2X

Misc :

ALS Vial : 15 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 Heptadecane, 2-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
17.17 9.27 ng 348104 Phenanthrene-d10 17.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2-methvl- 254 C18H38 001560-89-0 93
2 Tridecane. 2-methvl- 198 C14H30 001560-96-9 91
3 Nonadecane 268 C19H40 000629-92-5 90
4 Pentadecane 212 C15H32 000629-62-9 90
5 Tetracosane 338 C24H50 000646-31-1 90

Abundance Scan 2397 (17.171 min): BG041334.D (-2393) (-) m/z 57.10 100.00%

5000

16.80 17.00 17.20 17.40
m/z 43.10 76.92%

N 1131 9410 1691 197.1 2011 2542

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #105893: Heptadecane, 2-methyl-

N
)
o

5000 710 LA L L L L L
16.80 17.00 17.20 17.40
m/z 71.05 59.71%
| h | 99.0 127.0 |1550 183.0 21f0 239.0
AR E B o L R e B B e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59889: Tridecane, 2-methyl-
57.0
T e
16.80 17.00 17.20 17.40
5000 m/z 41.00 44 .32%
85.0
29.0 ‘ 155.0
113. O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117637: Nonadecane e A BEEEEEEa
57.0 16.80 17.00 17.20 17.40
m/z 85.10 41.64%
85.0
5000
29.0 30
Loy 180 1410 1600 197.0 268.0
AR R B e AL ERAR A RS e B T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 16 80 17. OO 17. 20 17.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061919\
Data File : BG041334.D

Aca On 19 Jun 2019 18:52

Operator : HP/JU

Sample : K3154-13 2X

Misc :

ALS Vial : 15 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 8 Nonadecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
17.91 9.12 ng 342536 Phenanthrene-d10 17.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 96
2 Heptadecane 240 C17H36 000629-78-7 91
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 86
4 Heneicosane 296 C21H44 000629-94-7 86
5 Tridecane, 7-propyl- 226 Cl16H34 055045-09-5 80
Abundance Scan 2523 (17.911 min): BG041334.D (-2519) (-) m/z 57.10 100.00%
57.1
5000
9.1 o oA e aeon
17.60 17.80 18.00 18.20
140.1
A S0 188 2251 2682 4672 n7o 4310 77.41%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #117638: Nonadecane

5000

17.I60 17.80 18.00 18.20
m/z 71.10 62.17%

141.0 183.0 225.0 268.0

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #94345: Heptadecane

17.60 17.80 18.00 18.20
5000 m/z 85.10 47 _49Y%

99.0
| ;14101820 240.0

A e e e e

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

Abundance #100330: 2-Bromo dodecane L e B

57.0 17.60 17.80 18.00 18.20
m/z 41.00 43.34%

5000
99.0 169.0
15.0 e \ 248.0

O L o B B e B e e e Rl

m/z--> 0 50 100 150 200 250 300 350 400 450 17.60 17.80 18.00 18.20

8270-BG061719.M Thu Jun 20 17:52:35 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061919\
Data File : BG041334.D

Aca On 19 Jun 2019 18:52

Operator : HP/JU

Sample : K3154-13 2X

Misc :

ALS Vial : 15 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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

18.09 63.99 ng 2401990  Phenanthrene-d10 17.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 97
2 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 96
3 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 94
4 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 87
5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 87

Abundance Scan 2553 (18.088 min): BG041334.D (-2549) (-) m/z 74.00 100.00%
74.0
5000 43.0
17.80 18.00 18.20 18.40
0 m/z 86.95 76.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 TT T[T Tt [rrrr[prrrrproroTs
43.0 17.80 18.00 18.20 18.40
43.05 40.75%

h 143.0 m/z
I

L 101.0 | 1710 1990 2270 2700

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84485: Tridecanoic acid, methyl ester

74.0

%

17.80 18.00 18.20 18.40
5000 43.0 m/z 55.00 35.99Y%

143.0
‘H J 1970 | 185.0 2280

m/z--> 20 40 60

80 100 120 140 160 180 200 220 240 260 280

Abundance

5000

#119425: Pentadecanoic acid, 14-methyl-, methyl ester

74.

0

270.0

1850
\M [ 1210 | 1630153 %05.0 | |

%

17.80 18.00 18.20 18.40

m/z 41.00 34 .82%

%

m/z--> 20 40 60

80 100 120 140 160 180 200 220 240 260 280

17. 80 18. 00 18. 20 18 40

8270-BG061719.M Thu Jun 20 17:52:36 2019

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061919\
Data File : BG041334.D

Aca On 19 Jun 2019 18:52

Operator : HP/JU

Sample : K3154-13 2X

Misc :

ALS Vial : 15 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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.33 23.13 ng 868296 Phenanthrene-d10 17.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 81
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 Pentadecanoic acid 242 C15H3002 001002-84-2 72
5 Undecanoic acid 186 C11H2202 000112-37-8 64
Abundance Scan 2594 (18.328 min): BG041334.D (-2588) (-) m/z 72.95 100.00%
43.0 730
5000
129.0 2131 K L
97.0 U R SRR B A
157.0 1851 256.2 282 18.00 18.20 18.40 18.60
0! ; m/z 43.05 92.06%
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 AR D DR AR
83.0 18.00 18.20 18.40 18.60
JM 1570 1950 2130 2560 m/z 60.00 87.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72643: Tridecanoic acid
430 | 730 R
18.|00 18.|20 18.I40 18.I60 '
5000 129.0 m/z 55.00 80.02%
171.0
LJ.H, 97.0 214.0
15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84452: Tetradecanoic acid R mE e
73.0 18.00 18.20 18.40 18.60
43.0 m/z 41.00 79.34Y%
N 1 JLR/\_
1l USSR ORI SRR SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.00 18.20 18.40 18.60

8270-BG061719.M Thu Jun 20 17:52:36 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061919\
Data File : BG041334.D

Aca On 19 Jun 2019 18:52

Operator : HP/JU

Sample : K3154-13 2X

Misc :

ALS Vial : 15 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 Pentadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.60 9.30 ng 349105 Phenanthrene-d10 17.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 93
2 Hexadecane 226 C16H34 000544-76-3 92
3 Heneicosane 296 C21H44 000629-94-7 91
4 Nonadecane 268 C19H40 000629-92-5 91
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 90
Abundance Scan 2640 (18.599 min): BG041334.D (-2636) (-) m/z 57.10 100.00%
57.1
113.0 1411 18.20 18.40 18.60 18.80 19.00
ol 168.1 197.1  239.1 269.2  312.0 m/z  43.05 78 . 550
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #71396: Pentadecane
57.0
85.0
5000 SRR BN B
mmmmmmmmmm
20.0 m/z 71.05 62.06%
113.0 141.0 169.0 212.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83028: Hexadecane
57.0
18/20 18.40 18.60 18.80 19.00
5000 85.0 m/z 85.05 50.13%
B0l 01800 1970 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141425: Heneicosane R R n e
57.0 18.20 18.40 18.60 18.80 19.00
m/z 41.00 39.73%
5000 85.0
29.0
| ‘ |, 3010 169.0 1970 2250 2530 296.0
m/z--> 2'0 4'0 6|0 8|0 1(')0 12'0 140 160 180 200 220 240 260 25';0 3(')0 ' 18. 20 18 40 18. 60 18. 80 19. 00

8270-BG061719.M Thu Jun 20 17:52:36 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061919\
Data File : BG041334.D

Aca On 19 Jun 2019 18:52

Operator : HP/JU

Sample : K3154-13 2X

Misc :

ALS Vial : 15 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 9,12-Octadecadienoic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.24 250.02 ng 9385720 Phenanthrene-d10 17.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002462-85-3 99
2 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 99
3 8.11-Octadecadienoic acid. methv... 294 C19H3402 056599-58-7 99
4 Methyl 9-cis.ll-trans-octadecadi... 294 C19H3402 1000336-44-0 99
5 9,12-0Octadecadienoic acid (Z,2)-... 294 C19H3402 000112-63-0 99

Abundance Scan 2749 (19.239 min): BG041334.D (-2742) (-) m/z 67.00 100.00%

67.0

5000

-

19.00 19.20 19.40 19.60
m/z 81.05 84.44%

0 2202 2632 2041 326.9
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester

67.0

SN
ay
o

5000
19.00 19.20 19.40 19.60

m/z 55.10 71.73%

123.0
15001780 5930 263.0 294.0

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

Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41.0 67.0
T e T
19.00 19.20 19.40 19.60
5000 . m/z 41.05 62.30%
i, I ; 149 . 262.0 294.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #139707: 8,11-Octadecadienoic acid, methyl ester
67.0 19.00 19.20 19.40 19.60

m/z 95.05 58 .89%

5000

294.0
124.0150.0
178.0 220.0 263.0

B

I I 1 T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 19.00 19.20 19.40 19.60

8270-BG061719.M Thu Jun 20 17:52:39 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061919\
Data File : BG041334.D

Aca On 19 Jun 2019 18:52

Operator : HP/JU

Sample : K3154-13 2X

Misc :

ALS Vial : 15 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 9-Octadecenoic acid (Z)-, m... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.27 424.62 ng 15939900 Phenanthrene-d10 17.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 99
2 12-Octadecenoic acid. methvl ester 296 C19H3602 056554-46-2 99
3 6-Octadecenoic acid. methvl ester 296 C19H3602 052355-31-4 99
4 11-Octadecenoic acid. methvl est... 296 C19H3602 001937-63-9 99
5 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99

Abundance Scan 2754 (19.268 min): BG041334.D (-2751) (-) m/z 55.05 100.00%

5000

£

19.00 19.20 19.40 19.60
296.2
o 341.0 4203 "'m/z 41.05 70.57%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester

3

5000
19.00 19.20 19.40 19.60

m/z 69.05 69.90%

180.0 222.0 264'0296.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #141284: 12-Octadecenoic acid, methyl ester
55.0
19.00 19.20 19.40 19.60
5000 m/z 74.00 60.50%
80 264.0
“‘ 230 1800 2220 296.0
ALy FOPRD S P
m/z--> 50 100 150 200 250 300 350 400
Abundance #141277: 6-Octadecenoic acid, methyl ester e R R
41.0| 74.0 19.00 19.20 19.40 19.60
m/z 83.05 56.26%
5000
10 0 264.0
180 0 222.0
L] wi 296.0
T I‘ - I —T U [ ‘ I I‘ T I T T T 1T ‘I T T 1 T I L I T T T
m/z--> 50 200 250 300 350 400 19.00 19.20 19.40 19.60

8270-BG061719.M Thu Jun 20 17:52:39 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061919\
Data File : BG041334.D

Aca On 19 Jun 2019 18:52

Operator : HP/JU

Sample : K3154-13 2X

Misc :

ALS Vial : 15 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 Methyl stearate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
19.39 40.94 ng 1537010 Phenanthrene-d10 17.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 93
3 Methvl tetradecanoate 242 C15H3002 000124-10-7 87
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 87
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 86

Abundance Scan 2775 (19.392 min): BG041334.D (-2770) (-) m/z 74.00 100.00%
74.0
5000 43.1 /A
143.0 1991 255.2 R U - RS BRI
11.0 : 208.2 19.00 19.20 19,40 19.60 19.80
0 Wit I, N L, 2 26238521 Tz 86.95 77.54%
m/z--> 50 100 150 200 250 300 350
Abundance #143128: Methyl stearate
74.0
5000 43.0 T -------- T
19.00 19.20 19,40 19.60 19.80
143.0 109.0 2550 080 m/z 43.10 44 _26%
m/z--> 50 100 150 200 250 300 350
Abundance #143190: Heptadecanoic acid, 16-methyl-, methyl ester
74.0
19.00 19.20 19.40 19.60 19.80
5000 m/z 55.00 36 .56%
143.0 255.0
\ ‘ 199.0 298.0
|||||“|LL‘|‘L‘|J%I|‘-1}.|O‘|||‘| {I\III ||||“||||||||||
m/z--> 50 100 150 200 250 300 350
Abundance #95859: Methyl tetradecanoate T R
74.0 19.00 19.20 19.40 19.60 19.80
m/z 41.05 32.43%
5000
'y 1430 199.0
||‘| I‘I\I;L IUIF:IIT]'I]"IO\I I‘I\I ||‘||.|‘||24|‘2.0||||||||||||||
m/z--> 50 100 150 200 250 300 350 19.00 19.20 19.40 19.60 19.80

8270-BG061719.M Thu Jun 20 17:52:40 2019

Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061919\
Data File : BG041334.D

Aca On 19 Jun 2019 18:52

Operator : HP/JU

Sample : K3154-13 2X

Misc :

ALS Vial : 15 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 9,12-Octadecadienoic acid (... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.46 19.32 ng 725136 Phenanthrene-d10 17.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-0Octadecadienoic acid (Z.2)- 280 C18H3202 000060-33-3 95
2 6-Tridecane 180 C13H24 042371-66-4 70
3 Cvclodecene 138 C10H18 003618-12-0 70
4 E-9-Tetradecen-1-ol formate 240 C15H2802 1000130-78-2 60
5 9-Octadecynoic acid, methyl ester 294 C19H3402 001120-32-7 58
Abundance Scan 2787 (19.462 min): BG041334.D (-2780) (-) m/z 67.00 100.00%
67.0
5000
280.1 19.20 19.40 19.60 19.80
149.1
o 196.2 237.1 317.0351.1 397.1 m/z 55.00 85 _83%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127648: 9,12-Octadecadienoic acid (Z,2)-
67.0
5000
09.0 19.20 19.40 19.60 19.80
29 : m/z 81.00 78.01%
b Ll | 15001820 230 2800
m/z--> 50 100 150 200 250 300 350 400
Abundance #45711: 6-Tridecane
67.0
19.20 19.40 19.60 19.80
5000/ 29.0 m/z 41.00 74 .66%
09.0
bl Sheo
m/z--> 50 100 150 200 250 300 350 400
Abundance #16852: Cyclodecene
67.0 19.20 19.40 19.60 19.80
m/z 95.00 53.43%
5000
270 138.0
Qb ]
B e
m/z--> 50 100 150 200 250 300 350 400 19.20 19.40 19.60 19.80

8270-BG061719.M Thu Jun 20 17:52:40 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061919\
Data File : BG041334.D

Aca On 19 Jun 2019 18:52

Operator : HP/JU

Sample : K3154-13 2X

Misc :

ALS Vial : 15 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 Octadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
19.59 9.77 ng 366734 Phenanthrene-d10 17.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 93
2 Tetradecanoic acid 228 C14H2802 000544-63-8 64
3 Pentadecanoic acid 242 C15H3002 001002-84-2 50
4 Dodecanoic acid 200 C12H2402 000143-07-7 47
5 11-Bromoundecanoic acid 264 C11H21Bro02 002834-05-1 38

Abundance Scan 2809 (19.592 min): BG041334.D (-2806) (-) m/z 43.10 100.00%

431

73.0

5000

19.20 19.40 19.60 19.80 20.00
m/z 55.00 92.79%

335.1 376.2

m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
43.0,73.0

5000 129.0

19.20 19.40 19.60 19.80 20.00
m/z 57.00 82.87%

185.0 241.0 284.0
1570 | 2130 ||

|
150 200 250 300 350

m/z-->
Abundance #84453: Tetradecanoic acid
73.0
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
43.0 19.20 19.40 19.60 19.80 20.00
m/z 73.00 77.96%
5000 1290
‘ 185.0 228.0
Ll o E—
m/z--> 50 150 200 250 300 350
Abundance #95854: Pentadecanoic acid
43.0 ,73.0 19.20 19.40 19.60 19.80 20.00
m/z 60.00 73.51%
5000
‘ 129.0 242.0
199.0
TR Vs O~ S —
m/z--> 50 150 200 250 300 350 19.20 19.40 19.60 19.80 20.00

8270-BG061719.M Thu Jun 20 17:52:40 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061919\
Data File : BG041334.D

Aca On 19 Jun 2019 18:52

Operator : HP/JU

Sample : K3154-13 2X

Misc :

ALS Vial : 15 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 Methyl 10-trans,l12-cis-octa... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
19.76 8.92 ng 357439 Chrysene-di12 21.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 10-trans.l12-cis-octadecad... 294 C19H3402 1000336-44-2 97
2 9.11-Octadecadienoic acid. methv... 294 C19H3402 013038-47-6 94
3 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 94
4 Methvl 9-cis.ll-trans-octadecadi... 294 C19H3402 1000336-44-0 93
5 7,10-Octadecadienoic acid, methy... 294 C19H3402 056554-24-6 92
Abundance Scan 2838 (19.762 min): BG041334.D (-2833) (-) m/z 67.00 100.00%
67.0

5000

|

294.2
19.40 19.60 19.80 20.00

m/z 81.05 71.00%

23.1150.017g  207.9

23602632 334.1

m/z--> 50 100 150 200 250 300 350
Abundance #139709: Methyl 10-trans, 12-cis-octadecadienoate
67.0
95.0
5000
19.40 19.60 19.80 20.00
294.0 m/z 79.00 44 . 78%
23.0150.04 76 ¢ 263.0
Ly o0 2200 o
m/z--> 50 100 150 200 250 300 350
Abundance #139735: 9,11-Octadecadienoic acid, methyl ester, (E,E)-
67.0
_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'—I_r
19.40 19.60 19.80 20.00
5000 95.0 m/z 95.00 44 _56%
23.0 294.0
| J 23'0150'0178.0 220.0 263.0
My 780 200 9T L
m/z--> 50 100 150 200 250 300 350
Abundance #139724: 9,12-Octadecadienoic acid (Z,2)-, methyl ester LI L L L L B
67.0 19.40 19.60 19.80 20.00
95.0 m/z 55.10 41 .97%
5000
23.0150 0 294.0
29.0 F : 263.0
178.0
ML L 220 200 T L A A
m/z--> 50 100 150 200 250 300 350 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061919\
Data File : BG041334.D

Aca On 19 Jun 2019 18:52

Operator : HP/JU

Sample : K3154-13 2X

Misc :

ALS Vial : 15 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 18 cis,cis,cis-7,10,13-Hexadec... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

20.25 10.96 ng 439098 Chrysene-di12 21.74

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis.cis.cis-7.10.13-Hexadecatrienal 234 C16H260 056797-43-4 83
2 Butvl 6.9.12-hexadecatrienoate 306 C20H3402 1000336-80-1 80
3 Bicvclol4.1.11oct-2-ene 108 C8H12 016544-26-6 62
4 1.5-Cyclododecadiene. (Z.2)- 164 C12H20 031821-17-7 62
5 Cyclooctene, 3-ethenyl- 136 C10H16 002213-60-7 60

Abundance Scan 2921 (20.250 min): BG041334.D (-2916) (-) m/z 67.00 100.00%

5000

20.00 20.20 20.40 20.60

219.1 2650297.1 342.0374.2 415.1

0 m/z 79.00 79.10%
m/z--> 50 100 150 200 250 300 350 400
Abundance #89222: cis,cis,cis-7,10,13-Hexadecatrienal
79.0
41.0
5000 llll|llll|llll|llll|lll
20.00 20.20 20.40 20.60
m/z 81.00 69.57%
21.0
, 162.0 234.0
L A e o o e A iy o S N
m/z--> 50 100 150 200 250 300 350 400
Abundance #149919: Butyl 6,9,12-hexadecatrienoate
79.0
R R EEERERmS
20.00 20.20 20.40 20.60
5000 m/z 55.00 61.99%
175.0 236.0 306.0

m/z--> 50 100 150 200 250 300 350 400
Abundance #5426: Bicyclo[4.1.1]oct-2-ene EREmEEES L
67.0 20.00 20.20 20.40 20.60
m/z 41.00 57.82%
5000
27.
| i 08.0

Ad s R B

m/z--> 50 100 150 200 250 300 350 400 20.00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061919\
Data File : BG041334.D

Aca On 19 Jun 2019 18:52

Operator : HP/JU

Sample : K3154-13 2X

Misc :

ALS Vial : 15 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 11-Octadecenoic acid, methy... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.37 10.33 ng 414024 Chrysene-di12 21.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11-Octadecenoic acid. methvl ester 296 C19H3602 052380-33-3 90
2 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 89
3 Methvyl 13-eicosenoate 324 C21H4002 1000336-48-4 86
4 14-Methvlpentadec-9-enoic acid m... 268 C17H3202 1000365-89-7 83
5 9-Hexadecenoic acid, methyl este... 268 C17H3202 001120-25-8 78
Abundance Scan 2941 (20.367 min): BG041334.D (-2938) (-) m/z 55.00 100.00%

.0

5000

215.0 202.1 20100 20.20 20.40 2060
250.2 331.2 369.2 403.1 : : : '

m/z 69.00 58.57%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141291: 11-Octadecenoic acid, methyl ester

128.0 161.0

5000 LA L L L L L L L B
20.00 20.20 20.40 20.60
264.0 m/z 41.00 58.18%
15.0 37.0 180.0 222.0 296.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #141300: 9-Octadecenoic acid (2)-, methyl ester
55.0
A M
20.00 20.20 20.40 20.60
5000 97.0 m/z 43.00 48.68%
‘ 264.0
38.0 180.0 222.0 ’
296.0
sso | L} bbbk L0
m/z--> 50 100 150 200 250 300 350 400
Abundance #164499: Methy| 13-eicosenoate R A RAEEmEa
55.0 20.00 20.20 20.40 20.60
m/z 74.00 48 _40%
5000
97.0 292.0
208.0 250.0
U mogp e o |
m/z--> 50 100 150 200 250 300 350 400 20.00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061919\
Data File : BG041334.D

Aca On 19 Jun 2019 18:52

Operator : HP/JU

Sample : K3154-13 2X

Misc :

ALS Vial : 15 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 Hexadecanoic acid, 15-methy... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
20.48 8.22 ng 329290 Chrysene-di12 21.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 95
2 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 94
3 Methvl 18-methvIlnonadecanoate 326 C21H4202 1000352-20-6 94
4 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 90
5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 90
Abundance Scan 2960 (20.479 min): BG041334.D (-2956) (-) m/z 74.00 100.00%

74.0

5000

326.3 20.20 20.40 20.60 20.80

m/z 87.00 89.02%

391.3 4354

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #131319: Hexadecanoic acid, 15-methyl-, methyl ester
74.0

5000
20.20 20.40 20.60 20.80

m/z 43.05 59.29%

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

Abundance #166219: Eicosanoic acid, methyl ester
74.0
A mmma
20.20 20.40 20.60 20.80
5000 m/z 55.05 43.24%
143.0 326.0
29}(# | YR 199.0 241.0 283'(.)
et e e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #166215: Methy| 18-methylnonadecanoate A EEEEE RS
74.0 20.20 20.40 20.60 20.80
m/z 41.00 36.26%
5000
143.0 283.0 326.0
d | 00
e B L B e e A mmma
m/z--> 0 50 100 150 200 250 300 350 400 450 20.20 20.40 20.60 20.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG061919\
Data File : BG041334.D

Acq On 19 Jun 2019 18:52

Operator : HP/JU

Sample - K3154-13 2X

Misc :

ALS Vial : 15 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 32.3 ng 539571 1 8.08 333964 20.0
Hexadecane 14.57 8.6 ng 241592 3 14.72 559996 20.0
Bacchotricuneatin c 15.52 12.5 ng 349851 3 14.72 559996 20.0
Tridecane 15.92 9.7 ng 270412 3 14.72 559996 20.0
Heptadecane 16.38 16.6 ng 623778 4 17.46 750792 20.0
Heptadecane, 2-me... 17.17 9.3 ng 348104 4 17.46 750792 20.0
Nonadecane 17.91 9.1 ng 342536 4 17.46 750792 20.0
Hexadecanoic acid... 18.09 64.0 ng 2401990 4 17.46 750792 20.0
n-Hexadecanoic acid 18.33 23.1 ng 868296 4 17.46 750792 20.0
Pentadecane 18.60 9.3 ng 349105 4 17.46 750792 20.0
9,12-Octadecadien... 19.24 250.0 ng 9385720 4 17.46 750792 20.0
9-Octadecenoic ac... 19.27 424.6 ng 15939900 4 17.46 750792 20.0
Methyl stearate 19.39 40.9 ng 1537010 4 17.46 750792 20.0
9,12-Octadecadien... 19.46 19.3 ng 725136 4 17.46 750792 20.0
Octadecanoic acid 19.59 9.8 ng 366734 4 17.46 750792 20.0
Methyl 10-trans,1... 19.76 8.9 ng 357439 5 21.74 801532 20.0
cis,cis,cis-7,10,... 20.25 11.0 ng 439098 5 21.74 801532 20.0
11-Octadecenoic a... 20.37 10.3 ng 414024 5 21.74 801532 20.0
Hexadecanoic acid... 20.48 8.2 ng 329290 5 21.74 801532 20.0
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