LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082119\
Data File : BM022238.D

Aca On : 21 Aug 2019 20:39

Operator : HP/JU

Sample : K4086-01 2X

Misc :

ALS Vial : 20 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 M\METHODS\8270-BM082019 .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 5.181 367 373 382 rBV 284023 409800 7.81% 1.926%
2 6.757 635 641 652 rBV 272450 454003 8.65% 2.134%
3 7.104 693 700 710 rBV 305436 489901 9.34% 2.302%
4 7.563 773 778 785 rBB 86930 127393 2.43% 0.599%
5 7.875 825 831 839 rBB 257871 407572 7.77% 1.916%
6 8.734 969 977 994 rBV 162130 290969 5.55% 1.368%
7 10.339 1244 1250 1263 rVB 91024 156517 2.98% 0.736%
8 12.827 1667 1673 1681 rBV 490751 710165 13.54% 3.338%
9 13.692 1812 1820 1830 rVB 56253 124130 2.37% 0.583%
10 14.221 1904 1910 1916 rVB 150678 223523 4.26% 1.051%
11 15.063 2049 2053 2058 rBvV 74875 91484 1.74% 0.430%
12 15.468 2114 2122 2127 rBvV2 30903 68823 1.31% 0.323%

13 15.727 2161 2166 2174 rVB 386216 562261 10.72% 2.643%
14 15.933 2196 2201 2208 rBV 112534 205744 3.92% 0.967%
15 16.727 2331 2336 2339 rBvV 118564 148621 2.83% 0.699%

16 16.774 2339 2344 2348 rVB 47204 68499 1.31% 0.322%
17 16.986 2374 2380 2384 rBV 196367 282709 5.39% 1.329%
18 17.027 2384 2387 2392 rVB 64354 88431 1.69% 0.416%

19 17.462 2457 2461 2467 rBV 136638 149761 2.85% 0.704%
20 17.651 2488 2493 2498 rVB 780452 899836 17.15% 4.229%

21 17.880 2526 2532 2542 rBV2 234402 382028 7.28% 1.795%
22 18.157 2575 2579 2584 rBV 132166 162220 3.09% 0.762%
23 18.804 2683 2689 2692 rBV 2448156 2938805 56.01% 13.812%
24 18.839 2692 2695 2699 rVB 5384939 5246596 100.00% 24.658%
25 18.968 2713 2717 2723 rVB 410592 448050 8.54% 2.106%

26 19.027 2723 2727 2728 rBV 185787 201168 3.83% 0.945%
27 19.056 2728 2732 2745 rVV 720318 1107261 21.10% 5.204%
28 19.174 2749 2752 2756 rVvV 89803 114059 2.17% 0.536%
29 19.345 2777 2781 2785 rVB5 40094 60603 1.16% 0.285%
30 19.386 2785 2788 2791 rBV2 136080 160263 3.05% 0.753%

31 19.421 2791 2794 2799 rVB 208251 268651 5.12% 1.263%
32 19.627 2824 2829 2838 rBV 1006521 1202389 22.92% 5.651%
33 19.927 2877 2880 2883 rVB 112779 121215 2.31% 0.570%
34 19.962 2883 2886 2893 rVB4 83566 105860 2.02% 0.498%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082119\
Data File : BM022238.D

Aca On : 21 Aug 2019 20:39

Operator : HP/JU

Sample : K4086-01 2X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Z :\SVOASRV\HPCHEM1I\BNA M\METHODS\8270-BM082019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 20.074 2902 2905 2910 rBV2 103504 116409 2.22% 0.547%

36 20.250 2932 2935 2941 rVB7 57924 112788 2.15% 0.530%
37 20.356 2950 2953 2961 rVBS8 39422 64014 1.22% 0.301%
38 20.427 2961 2965 2969 rBV 90957 119060 2.27% 0.560%
39 20.892 3042 3044 3055 rVB4 104441 190986 3.64% 0.898%
40 21.027 3064 3067 3073 rBV2 109499 136984 2.61% 0.644%

41 21.192 3089 3095 3099 rBV2 348069 645673 12.31% 3.035%
42 21.227 3099 3101 3106 rVB 164672 202784 3.87% 0.953%
43 21.756 3188 3191 3194 rBV3 97342 142673 2.72% 0.671%
44 22.750 3355 3360 3370 rVB2 307208 794577 15.14% 3.734%
45 23.391 3466 3469 3475 rVB 180290 271828 5.18% 1.278%

Sum of corrected areas: 21277086
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082119\
Data File : BM022238.D

Aca On : 21 Aug 2019 20:39

Operator : HP/JU

Sample : K4086-01 2X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM022238.D

5000000
4000000
3000000
2000000

1000000

5.18 6.76 7.10 7.87 8.73

7.56 10.34
0----|----|----|----|-A--|----|----|--A--|/|\---|Av—v—v‘!\-|----|--l\--|----|----|---"-|----|----|--
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BM022238.D
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Time-->  12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM022238.D
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e

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082119\
Data File : BM022238.D

Aca On : 21 Aug 2019 20:39

Operator : HP/JU

Sample : K4086-01 2X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082019.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 1 unknown7.10 Concentration Rank 3

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

7.10 76.91 ng 489901 1,4-Dichlorobenzene-d4 7.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
3 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 27
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 22
5 1,2,4-Trifluorobenzene 132 C6H3F3 000367-23-7 22

Abundance Scan 699 (7.098 min): BM022238.D (-693) (-) m/z 132.00 100.00%
32
5000 68
4|0 ol P e 9|6 103 680 7.00 7.20 7.40
Obrrrprrrrrrrer bbb okl il 87 L M Tm/z 68.00  42.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
5000 R NARRNRARRA SR RARE

6.80 7.00 7.20 7.40
m/z 66.00  37.45%

AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
e
6.80 7.00 7.20 7.40
5000 m/z 134.00 32.91%
33 44 o g7 105
60 78 ‘
A R S - O R N
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 R
56 132 6.80 7.00 7.20 7.40
m/z 69.10 21.95%
5000
27 64
B R A AR B b e R RARRARRE RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082119\
Data File : BM022238.D

Aca On : 21 Aug 2019 20:39

Operator : HP/JU

Sample : K4086-01 2X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082019.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 3 Hexadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.06 8.19 ng 91484 Acenaphthene-d10 14.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 87
2 Tetratetracontane 619 C44H90 007098-22-8 86
3 Pentadecane 212 C15H32 000629-62-9 86
4 Octacosane 394 C28H58 000630-02-4 80
5 Heptadecane 240 C17H36 000629-78-7 80
Abundance Scan 2053 (15.063 min): BM022238.D (-2049) (-) m/z 57.05 100.00%
e wpr\/\m,/\hﬂhxhvaV\Jﬂw/
99 LA SRR DU SURIURI B
144 14.80 15.00 15.20 15.40
(o} m/z 43.05 87.73%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #83027: Hexadecane
57
5000 LI S B SULRLLE R
M%ﬁ%ﬁmﬁm
9 m/z 71.05 70.27%
oLl | [T, 241 183 226
m/z--> 6 50 160 1%0 200 250 300 350 400 4%0 560 séo 660
Abundance #241527: Tetratetracontane
57
' 14.80 15.00 15.20 1540
5000 m/z 41.05 57 .19%
97
o , 14 183 225 267 309 351 393 432463 505 561 603
m/z--> 6 55 160 1%0 200 250 300 350 400 450 560 séo 660
Abundance #71394: Pentadecane e  RRRaE Bam s
57 14.80 15.00 15.20 15.40
m/z 85.10 42 .55%
5000
0 ‘ 9 141 212
m/z--> c') 5'0 1(')0 1&1,0 200 250 300 350 400 4&1,0 5(')0 5&'30 6(|)O 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082119\
Data File : BM022238.D

Aca On : 21 Aug 2019 20:39

Operator : HP/JU

Sample : K4086-01 2X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082019.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 4 Pentadecane, 2,6,10-trimethyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
15.47 6.16 ng 68823 Acenaphthene-d10 14.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 80
2 1-lodo-2-methvlundecane 296 C12H251 073105-67-6 80
3 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 72
4 Silane. trichlorooctadecvl- 386 C18H37CI3Si 000112-04-9 72
5 Tetradecane 198 C14H30 000629-59-4 59
Abundance Scan 2122 (15.468 min): BM022238.D (-2114) (-) m/z 57.05 100.00%

11

5000
85 Trryrrrr|yrrrr|yrrrr|yrrrorr
99113197 155169 15.20 15.40 15.60 15.80
of m/z 43.00 72.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105904: Pentadecane, 2,6,10-trimethyl-
57
43
5000 71 LA L L L L L LB
8 15.20 15.40 15.60 15.80
° m/z 71.00 55.10%
2 99113
o |r I | | | 1 127141155169183197211225239254
b e e e R e R T S e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #140553: 1-lodo-2-methylundecane
43 57
T T
15.20 15.40 15.60 15.80
5000 1 m/z 41.00 36.83%
85
2 99
0 [0 L | ) Pusier 1ssiee 211 296
T T e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71408: Dodecane, 2,6,11-trimethyl- R Al B R ma
43 57 41 15.20 15.40 15.60 15.80
m/z 56.10 25.56%
5000
2 85
3127
o ‘ L M‘ 99 L1127 11 155169183107 212
T T e T e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082119\
Data File : BM022238.D

Aca On : 21 Aug 2019 20:39

Operator : HP/JU

Sample : K4086-01 2X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082019.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 Nonadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.93 14.56 ng 205744 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Octadecane 254 C18H38 000593-45-3 91
3 Hexadecane 226 C16H34 000544-76-3 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
Abundance Scan 2200 (15.927 min): BM022238.D (-2196) (-) m/z 57.05 100.00%
43 57
71
5000
9 113197 1560 150 16,00 16.20
o 10130169 m/z 43.05  87.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117637: Nonadecane
57
5000 L U SR B SURRS
15. 60 15. 80 16. oo 16.20
29 9 m/z 71.10 66 .50%
oLl 113127141 155169183197
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance #105884: Octadecane
43 57
- 15,60 15.80 16.00 16.20
5000 85 m/z 41.10 55.98%
29 99
A 1}3127141155169183197211225 254
m/z--> 25 Jo éo 85 160 150 150 160 180 200 220 240 2éo
Abundance #83023: Hexadecane R R e e
57 15.60 15.80 16.00 16.20
43 m/z 85.05 42 . 75%
71
5000 85
29
i Iyl %9113127141155169183197 226
m/z--> 2'0 4'0 6|0 8IO 1(')0 150 14'10 160 180 200 220 24'10 2éo 15. 60 15. 80 16. oo 16. 20 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082119\
Data File : BM022238.D

Aca On : 21 Aug 2019 20:39

Operator : HP/JU

Sample : K4086-01 2X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082019.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 6 Heptadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.73 10.51 ng 148621 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Hexadecane 226 C16H34 000544-76-3 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 2336 (16.727 min): BM022238.D (-2331) (-) m/z 57.05 100.00%
57
o 4 T J“N/u\ﬁ\~qu}Lxhﬁhfym»uvx
113 16.40 16.60 16.80 17.00
155 196
Obrrrrrrlbeb ol bl e 0RO | WM/Z  43.10  88.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94346: Heptadecane
57
85
5000 L UM UL SR IR
4 16. 40 16. 60 16. 80 17.00
m/z 71.05 68 .94%
o Lld 4 [P 1 169 10710 240
m/z--> 20 40 60 éo 100 120 140 160 180 200 220 240 260 280 300
Abundance #141425: Heneicosane
57
16.40 16.60 16.80 17.00
5000 4 85 m/z 41.05 50.69%
Ol ‘ A “ Loy 1P o 197 225 253268 29 \AA“thVA\/“wF}\AMJMMAxﬁmeVR
m/z--> 20 40 60 éo 160 150 140 1é0 180 200 220 240 260 280 300
Abundance #105884: Octadecane R AEmEEEE L
57 16.40 16.60 16.80 17.00
m/z 85.05 47 .00%
B 85 NV\N\/J\LM\
4
. | ] ™ 14 16 197 225 250
m/z--> 20 4b 60 éo 160 150 140 1éo 180 200 220 240 260 280 300 16,40 16.60 16.80 17.00

8270-BM082019.M Thu Aug 22 11:45:44 2019 Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082119\
Data File : BM022238.D

Aca On : 21 Aug 2019 20:39

Operator : HP/JU

Sample : K4086-01 2X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082019.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 7 Hexadecane, 2,6,10,14-tetra... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.77 4.85 ng 68499 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 91
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 86
3 Hentriacontane 437 C31H64 000630-04-6 83
4 Octacosane 394 C28H58 000630-02-4 72
5 Dodecane, l1-iodo- 296 C12H25l1 004292-19-7 72
Abundance Scan 2343 (16.768 min): BM022238.D (-2339) (-) m/z 57.10 100.00%
q7
e ‘”puAka\qm}LKKA,Jvfwﬁfux/
16.40 16.60 16,80 17.00
0 m/z 71.10 77.69%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129509: Hexadecane, 2,6,10,14-tetramethyl-
g7
5000 AU NS B
85 16. 40 16. 60 16 80 17.00
29 113 m/z 43.10 70.58%
ol L L L4 185 295 253 282
m/z--> §o 160 1éo 260 2éo 360 3%0 460 '
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
g7
16.40 16.60 16,80 17.00
5000 85 m/z 41.10 43.19%
0 |1 M40 183 211 230 267 296 Vﬂdkﬁvn\ﬁij\AMJMMA,ﬁ\mJka
m/z--> §o 160 1éo 260 2%0 360 3%0 460 '
Abundance #223852: Hentriacontane L BT o e
57 16.40 16.60 16.80 17.00
m/z 85.10 43.09%
5000 85
113 141 69
o 111 169 197 225 253 281 309 337 365 437
m/z--> §o 160 1éo 260 250 360 3%0 460 ' 1640 1660 1680 1700 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082119\
Data File : BM022238.D

Aca On : 21 Aug 2019 20:39

Operator : HP/JU

Sample : K4086-01 2X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082019.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 8 Tetracosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

17.46 10.59 ng 149761 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91

Abundance Scan 2461 (17.462 min): BM022238.D (-2457) (-) m/z 57.05 100.00%

57
5000 85

17.20 17.40 17.60 17.80

(814 g3 om

ol d b s e w/z 43.10 87.05%
m/z--> 50 100 150 200 250 300 350
Abundance #105884: Octadecane
57
5000 85 TT T[Tt T T[Tt r[rrrr|rroii
17.20 17.40 17.60 17.80
m/z 71.10 69.79%
29 13 14 54
ol bbb T 100 107 225 224
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57
T T
17.20 17.40 17.60 17.80
5000 85 m/z 41.00 49 _22%
29 113
0 | I I | r 1141 169 197 225 253 281 309 338
A e e e I LA e e e e e B Bamaman
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane ST T T
57 17.20 17.40 17.60 17.80
m/z 85.05 45_.64%
5000
85
29
o | | 113 141 169 197 225 253 281 323 351 380
- ....,. I A e o e e L B i i i S o S R RBREE S E SR
m/z--> 50 100 150 200 250 300 350 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082119\
Data File : BM022238.D

Aca On : 21 Aug 2019 20:39

Operator : HP/JU

Sample : K4086-01 2X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082019.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 9 Hexadecanoic acid, methyl e... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.65 63.66 ng 899836 Phenanthrene-d10 16.99
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 95
3 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 93
4 Methvl tetradecanoate 242 C15H3002 000124-10-7 91
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 87
Abundance Scan 2493 (17.651 min): BM022238.D (-2488) (-) m/z 74.00 100.00%
7
87
5000 43
T 101310120~ 17118510 510 22 740 17560 17130 1800
115 241 270 . : . .
0 ,....,....||,..|..,l':-!..','....,....,|...1?,7....,....,..2.1.3,.|=..',-....,..-.., m/z 87.00 73.65%
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
7
87
5000 R AR S SURRLRN B
43 17.40 17.60 17.80 18.00
7 143 m/z 43.10 43.01%
s 3 6 @ 1% 150 140 8 180 350 2% 340 3o
Abundance #84485: Tridecanoic acid, methyl ester
4
87 " 17.40 17.60 17.80 18.00
5000 43 m/z 41.10 36.66%
0 TMmmmmmmM 228
mz--> 20 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance #119423. Pentadecanoic acid, 14-methyl-, methyl ester T T T T T T
74 17.40 17.60 17.80 18.00

m/z 55.10 33.36%

87
5000 43
29 ’ 143
L \‘\‘ 101115129™ 157171185199213227241 210

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.40 17. 60 17. 80 18.00

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082119\
Data File : BM022238.D

Aca On : 21 Aug 2019 20:39

Operator : HP/JU

Sample : K4086-01 2X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082019.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 10 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.88 27.03 ng 382028 Phenanthrene-d10 16.99
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 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 2532 (17.880 min): BM022238.D (-2526) (-) m/z 73.00 100.00%
7B
5000
o 129 213 J_/[L
15 | 43157171185, 9 | 557 256 - 17160 17.80 18.00 18 20
0 m/z 43.05 92.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 90
5000 129 LR DAL BRI RIS B
83 17.60 17.80 18.00 18.20
. 213 m/z 41.10 89.34Y%
143 171185199
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72647: Tridecanoic acid
78
43 57 '17.60 17.80 18.00 18.20
5000 29 129 m/z 60.00 85.69%
143157 214
o) - | I‘l . I‘i‘l\l |H|“‘|
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid PR e
43 78 17.60 17.80 18.00 18.20
57 m/z 55.05 79.20%
5000 129
29
199
‘ 193157171185 242
0'}ﬁjhww“ L DA B SN SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082119\
Data File : BM022238.D

Aca On : 21 Aug 2019 20:39

Operator : HP/JU

Sample : K4086-01 2X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082019.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 11 Tetradecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.16 11.48 ng 162220 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Nonadecane 268 C19H40 000629-92-5 91
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 91
5 Tetradecane 198 C14H30 000629-59-4 91
Abundance Scan 2580 (18.162 min): BM022238.D (-2575) (-) m/z 57.10 100.00%
43 97
71
5000 85
99113157141 17.80 18.00 18.20 18.40
155 243 : : : :
Ol Al L T OSI00183107211 243 281 | a0 85 55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105884: Octadecane
43 57
71
5000 85 R DR BRI SN B
17.80 18.00 18.20 18.40
- m/z 71.10 69.23%
oL i J 113127141155169183197211225 254
m/z--> 20 40 60 80 100 150 140 1éo 180 200 220 240 260 280
Abundance #94346: Heptadecane
57
43 71 LN SRR SN B
85 17.80 18.00 18.20 18.40
5000 m/z 85.05 50.81%
29 99
s |0 | | 113127141155169183197211 240
m/z--> 20 40 éo éo 160 120 140 160 180 200 220 240 260 280
Abundance #117638: Nonadecane Ll B e A
57 17.80 18.00 18.20 18.40
43 | 7 m/z 41.10 42 .99%
29
o ‘ L ﬂg1}3127141155169183197211225239 268
m/z--> ﬁo Jo éo 80 100 120 140 160 180 200 220 240 2éo 280 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082119\
Data File : BM022238.D

Aca On : 21 Aug 2019 20:39

Operator : HP/JU

Sample : K4086-01 2X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082019.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 12 Methyl 9-cis,ll-trans-octad... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.80 207.90 ng 2938810 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 9-cis.ll-trans-octadecadi... 294 C19H3402 1000336-44-0 99
2 9.12-Octadecadienoic acid. methyv... 294 C19H3402 002566-97-4 99
3 8.11-Octadecadienoic acid. methyv... 294 C19H3402 056599-58-7 98
4 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 98
5 Methyl 10-trans,l12-cis-octadecad... 294 C19H3402 1000336-44-2 97
Abundance Scan 2688 (18.798 min): BM022238.D (-2683) (-) m/z 67.05 100.00%
67
81

5000

18.40 18.60 18.80 19.00 19.20
m/z 81.05 79.52%

o 178192206220234 263 294

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139701: Methyl 9-cis, 11-trans-octadecadienoate
67

81

5000
18.40 18.60 18.80 19.00 19.20

109 135150 294 m/z 55.05 71.84%
164178199906220034 262

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
4 6/7
81

18.40 18.60 18.80 19.00 19.20
m/z 41.10 70.65%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139707: 8,11-Octadecadienoic acid, methyl ester
6/7 8 18.40 18.60 18.80 19.00 19.20
1 m/z 95.05 50.88%
5000
124 150164 263 294
o 178192206220234 249

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18.40 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082119\
Data File : BM022238.D

Aca On : 21 Aug 2019 20:39

Operator : HP/JU

Sample : K4086-01 2X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082019.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 13 9-Octadecenoic acid (Z)-, m... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.84 371.17 ng 5246600 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 98
2 6-Octadecenoic acid. methvl ester 296 C19H3602 052355-31-4 96
3 6-Octadecenoic acid. methvl este... 296 C19H3602 002777-58-4 96
4 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 95
5 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 94

Abundance Scan 2695 (18.839 min): BM022238.D (-2692) (-) m/z 55.10 100.00%

5000

18.60 18.80 19.00 19.20
m/z 41.10  77.64%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester

74

5000
18.60 18.80 19.00 19.20

m/z 69.10 66.19%

180

ol 165 207222 246 %%% 551206
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141277: 6-Octadecenoic acid, methyl ester

1 74
18.60 18.80 19.00 19.20
5000 7 m/z 43.10 54 _.87%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141304: 6-Octadecenoic acid, methyl ester, (2)-

5 18.60 18.80 19.00 19.20
m/z 74.05 54.82%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082119\
Data File : BM022238.D

Aca On : 21 Aug 2019 20:39

Operator : HP/JU

Sample : K4086-01 2X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082019.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 14 Methyl stearate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.97 31.70 ng 448050 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 97
2 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 93
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
4 Tridecanoic acid. 12-methvl-. me... 242 C15H3002 005129-58-8 80
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 72
Abundance Scan 2717 (18.968 min): BM022238.D (-2713) (-) m/z 74.00 100.00%
!
5000 43 AA\ A
ﬁ o7 P e 2 15160 15,80 19100 10,20
115 298 - : . :
0 ...,....,....,..|'..,|.:..,...~.,..'..,|.~...',.1.7.1. k228210 P8 /7 87.00  72.26W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143130: Methyl stearate
74
5000 'I""I"'AI""I"'W'
43 18.60 18.80 19.00 19.20
. 143 m/z 43.10 45 _.32%
0 | % s, | L 199 og7 %97 208
m/z--> 20 40 60 éo 100 120 140 160 180 200 220 240 260 280 300
Abundance #143189: Heptadecanoic acid, 16-methyl-, methyl ester
74
18.60 18.80 19.00 19.20
5000 m/z 41.05 35.15%
28 43
143 255 298
101 199
o Lol f2 v | am 1 om |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107593: Pentadecanoic acid, methy! ester
74 18.60 18.80 19.00 19.20
m/z 55.10 34 .69%
5000
43 143
oz LRl (e, | g e B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082119\
Data File : BM022238.D

Aca On : 21 Aug 2019 20:39

Operator : HP/JU

Sample : K4086-01 2X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082019.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 15 Heptadecane, 2,6,10,15-tetr... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
19.93 3.75 ng 121215 Chrysene-di12 21.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 89
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 76
3 Octacosane 394 C28H58 000630-02-4 68
4 Undecane. 3.8-dimethvl- 184 C13H28 017301-30-3 64
5 Octadecane 254 C18H38 000593-45-3 64
Abundance Scan 2881 (19.933 min): BM022238.D (-2877) (-) m/z 57.10 100.00%
g7
85
5000
127148 182 oqg 266 355 19.60 19.80 20.00 20.20
0 “ .-'.i,"?.l.-'.“,n TS - N M m/z 71.05 92.04%
m/z--> 50 100 150 200 250 300 350
Abundance #83026: Hexadecane
g7
5000 85 AUV AUNARAR

19. 60 19. 80 20.00 20.20
m/z 43.10 79.77%

29 113
UL 2 00 207 220
ol b b O T
m/z--> 50 100 150 200 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57
e EREmEmEE T
19.60 19.80 20.00 20.20
5000 85 m/z 85.10 59.18%
113
o l ‘ |y 77,141 183 211 239 267 296
e e T
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane e EREmEmEE T
57 19.60 19.80 20.00 20.20
m/z 41.00 24 _37%
5000 85
29
ol ‘ ‘ | (113 141 169 197 225 253 281 309 337 365 394
— e e e EREmEmEE T
m/z--> 50 100 150 200 250 300 350 19. 60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082119\
Data File : BM022238.D

Aca On : 21 Aug 2019 20:39

Operator : HP/JU

Sample : K4086-01 2X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082019.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 16 Methyl 18-methylnonadecanoate Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
20.07 3.61 ng 116409 Chrysene-di12 21.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 18-methvlnonadecanoate 326 C21H4202 1000352-20-6 86
2 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 83
3 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 83
4 Hexadecanoic acid. 14-methvl-. m... 284 C18H3602 002490-49-5 83
5 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 76

Abundance Scan 2904 (20.068 min): BM022238.D (-2902) (-) m/z 74.00 100.00%
74
5000 43
19.80 20.00 20.20 20.40
o} m/z 87.00 77 .62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166215: Methy| 18-methylnonadecanoate
74
5000 43
19.80 20.00 20.20 20.40
143 o83 326 m/z 43.00 50.70%
. 1 ll. 171 199 227 555
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131300: Heptadecanoic acid, methyl ester
74
10.80 20.00 20.20 20.40
5000 m/z 41.10 35.21%
43
143
0 ‘ |97 s T 15 185 28 2 2
m/z--> 25 Jo 60 80 160 150 140 160 180 200 220 240 260 280 300 320
Abundance #131319: Hexadecanoic acid, 15-methyl-, methy! ester AR EEEEE RS
74 19.80 20.00 20.20 20.40
m/z 216.05 31.42%
5000
43
143 a1 284
0 2 ‘ “ ! 9\3 115 | { 167 15?5 213 \ 257
m/z--> 20 4'0 60 80 1(')0 120 140 160 180 200 220 240 260 280 300 320 19.80 20.00 20.20 20.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082119\
Data File : BM022238.D

Aca On : 21 Aug 2019 20:39

Operator : HP/JU

Sample : K4086-01 2X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082019.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 17 Eicosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
20.43 3.69 ng 119060 Chrysene-di12 21.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Heptadecane 240 C17H36 000629-78-7 89
3 Pentadecane 212 C15H32 000629-62-9 89
4 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 83
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 76
Abundance Scan 2966 (20.433 min): BM022238.D (-2961) (-) m/z 57.10 100.00%
57
5000
41
168 197 209 230246 265 287302 "' 20,20 20.40 20.60 20.80
O m/z 43.10 91.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129491: Eicosane
57
5000 41 LN BUURILN BN BRI R
mmmmmmmm
m/z 71.05 62.12%
o)
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94346: Heptadecane
57
g5 20,20 20.40 20.60 20.80
5000 A m/z 85.10 52.32%
o il \113 141 169 197212 240
m/z--> ﬁo 45 60 éo 160 150 150 160 180 200 220 240 260 280 360
Abundance #71393: Pentadecane B REEREESEET
57 20.20 20.40 20.60 20.80
m/z 55.10 48 .00%
5000 85
4
o L 4 118 141 169134 212
m/z--> ﬁo 45 65 éo 160 150 150 160 180 200 220 240 260 2§o 360 2020 2040 2060 2080
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082119\
Data File : BM022238.D

Aca On : 21 Aug 2019 20:39

Operator : HP/JU

Sample : K4086-01 2X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082019.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 18 Sulfurous acid, octadecyl 2... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
20.89 5.92 ng 190986 Chrysene-di12 21.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 90
2 E-15-Heptadecenal 252 C17H320 1000130-97-9 80
3 Nonadecane. 1-chloro- 302 C19H39ClI 062016-76-6 76
4 Dodecane. 1-fluoro- 188 C12H25F 000334-68-9 74
5 Hexadecane, 1-(ethenyloxy)- 268 C18H360 000822-28-6 60
Abundance Scan 3044 (20.892 min): BM022238.D (-3042) (-) m/z 43.05 100.00%
43

5000

278 302 357 20.60 20.80 21.00 21.20
m/z 57.10 92.58%

246

127 153170]_89 211

04
m/z--> 50 100 150 200 250 300 350
Abundance #200449: Sulfurous acid, octadecyl 2-propyl ester

20. 60 20 80 21. OO 21 20
m/z 71.10 71.89%

5000

ol26 155 183 224 253
— T — T
m/z--> 150 200 250 300 350
Abundance #104157: E-15-Heptadecena

20.60 20.80 21.00 21.20

5000 M—x m/z 55.05 53.75%

111
o N \139 168 196 224 252
—— bty
m/z--> 50 150 200 250 300 350
Abundance #146523.Nonadecane,l—chbro— I AEEREE TS
57 20.60 20.80 21.00 21.20
m/z 41.10 52 _.56%
5000
29 85
0 L ‘ ‘ \‘ 117 138 161183203 231 259 302
e — R R
m/z--> 50 100 150 200 250 300 350 20. 60 20 80 21. 00 21 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082119\
Data File : BM022238.D

Aca On : 21 Aug 2019 20:39

Operator : HP/JU

Sample : K4086-01 2X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 19 Docosanoic acid, methyl ester Concentration Rank 17

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

21.03 4.24 ng 136984 Chrysene-di12 21.19

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Methvl 20-methvl-heneicosanoate 354 C23H4602 1000336-47-4 97

2 Docosanoic acid. methvl ester 354 C23H4602 000929-77-1 95

3 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 93

4 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 87

5 Methyl stearate 298 C19H3802 000112-61-8 83
Abundance Scan 3068 (21.033 min): BM022238.D (-3064) (-) m/z 74.00 100.00%

T4
43
5000

20. 80 21. 00 21 20 21. 40
(o} m/z 87.00 73 .50%

m/z--> 50 100 150 200 250 300 350
Abundance #186936: Methyl 20-methyl-heneicosanoate

5000 e BRI mE e e
2080 21. 00 21 20 21. 40

m/z 43.10 57.02%

0!
m/z--> 50 100 150 200 250 300 350
Abundance #186930: Docosanoic acid, methyl ester
4
R B A
43 20.80 21.00 21.20 21.40
5000 m/z 57.10 35.99%
o 143 a1 354
0 ' A AL\ wJA‘ ]715 | 171 L 1?9 227 2§5 283 ‘ L |
L S B B e e B e e P,
m/z--> 50 100 150 200 250 300 350
Abundance #154944: Nonadecanoic acid, methy! ester B REEREESEET
74 20.80 21.00 21.20 21.40
m/z 55.05 33.67%
5000 43
312
18 g7 143
oLl \ H L5 | am 199 psaan 259 gy |
i AL e : e AL R B A
m/z--> 50 100 150 200 250 300 350 20. 80 21. 00 21 20 21. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082119\
Data File : BM022238.D

Aca On : 21 Aug 2019 20:39

Operator : HP/JU

Sample : K4086-01 2X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082019.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 20 Eicosane, 10-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
21.76 4.42 ng 142673 Chrysene-di12 21.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 89
2 Eicosane 282 C20H42 000112-95-8 83
3 2-methvltetracosane 352 C25H52 1000376-72-6 74
4 Heptadecane 240 C17H36 000629-78-7 68
5 Hexacosane 366 C26H54 000630-01-3 62
Abundance Scan 3192 (21.762 min): BM022238.D (-3188) (-) m/z 57.10 100.00%

5000

21.40 21.60 21.80 22.00

0 m/z 43.10 95.88%
m/z--> 50 100 150 200 250 300 350
Abundance #141431: Eicosane, 10-methyl-
57
5000 85 LA L L L L L B
21.40 21.60 21.80 22.00
m/z 55.10 88.22%
113 154
I 0 I v NS <N —
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
L Ba e
85 21.40 21.60 21.80 22.00
5000 m/z 45.00 80.32%
29
oL 1. 1 i h\ L1710 197 225 253 282
el L L —
m/z--> 50 100 150 200 250 300 350
Abundance #185534: 2-methyltetracosane R W o
57 21.40 21.60 21.80 22.00
m/z 41.10 67.18%
5000 85
29 113
old i 1 \“ | [ 1 169 107 225 253 309 337
I WA e o : I e S L Ba e
m/z--> 50 100 150 200 250 300 350 21.40 21.60 21.80 22.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM082119\
Data File : BM022238.D

Acq On : 21 Aug 2019 20:39

Operator : HP/JU

Sample - K4086-01 2X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM082019 .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 .10 7.10 76.9 ng 489901 1 7.56 127393 20.0
Hexadecane 15.06 8.2 ng 91484 3 14.22 223523 20.0
Pentadecane, 2,6,... 15.47 6.2 ng 68823 3 14.22 223523 20.0
Nonadecane 15.93 14.6 ng 205744 4 16.99 282709 20.0
Heptadecane 16.73 10.5 ng 148621 4 16.99 282709 20.0
Hexadecane, 2,6,1... 16.77 4.8 ng 68499 4 16.99 282709 20.0
Tetracosane 17 .46 10.6 ng 149761 4 16.99 282709 20.0
Hexadecanoic acid... 17.65 63.7 ng 899836 4 16.99 282709 20.0
n-Hexadecanoic acid 17.88 27.0 ng 382028 4 16.99 282709 20.0
Tetradecane 18.16 11.5 ng 162220 4 16.99 282709 20.0
Methyl 9-cis,11-t... 18.80 207.9 ng 2938810 4 16.99 282709 20.0
9-Octadecenoic ac... 18.84 371.2 ng 5246600 4 16.99 282709 20.0
Methyl stearate 18.97 31.7 ng 448050 4 16.99 282709 20.0
Heptadecane, 2,6,... 19.93 3.8 ng 121215 5 21.19 645673 20.0
Methyl 18-methyln... 20.07 3.6 ng 116409 5 21.19 645673 20.0
Eicosane 20.43 3.7 ng 119060 5 21.19 645673 20.0
Sulfurous acid, o... 20.89 5.9 ng 190986 5 21.19 645673 20.0
Docosanoic acid, ... 21.03 4.2 ng 136984 5 21.19 645673 20.0
Eicosane, 10-methyl- 21.76 4.4 ng 142673 5 21.19 645673 20.0
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