LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO30819\
Data File : BM019071.D

Acq On : 08 Mar 2019 13:43

Operator : JU/SJ

Sample - K1807-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_M\METHODS\8270-BM021119_.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 height area % max. total
1 5.269 364 371 384 rBV 3841542 5336873 8.94% 1.237%
2 6.851 633 640 652 rBvY 3515302 5611584 9.40% 1.300%
3 7.204 693 700 716 rBV 3688308 5921535 9.92% 1.372%
4 7.669 772 779 786 rBVY 778995 1208176 2.02% 0.280%
5 7.987 826 833 842 rBV 2753413 4284408 7.17% 0.993%

8.839 970 978 985 rBV 2102466 3368570 5.64% 0.781%
10.457 1246 1253 1261 rBVY 925382 1521795 2.55% 0.353%
4246737 6396509 10.71% 1.482%
14.327 1905 1911 1918 rBV2 1149905 1838121 3.08% 0.426%
15.821 2160 2165 2172 rBV 3743680 5244647 8.78% 1.215%
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11 17.080 2374 2379 2384 rBV2 1380986 1984131 3.32% 0.460%
12 17.992 2521 2534 2556 rVB 13032205 30580530 51.21% 7.087%
13 18.868 2668 2683 2700 rBV2 11023407 40610152 68.01% 9.411%
14 19.056 2711 2715 2719 rBV 1032279 1225570 2.05% 0.284%
15 19.115 2721 2725 2727 rBV2 830905 1219265 2.04% 0.283%

16 19.280 2741 2753 2776 rVB 20518790 45284961 75.84% 10.495%
17 19.715 2822 2827 2834 rVB 6952574 8220619 13.77% 1.905%
18 20.139 2887 2899 2910 rBV 19559636 49590494 83.05% 11.492%
19 20.715 2992 2997 3002 rBvV2 590322 1217972 2.04% 0.282%
20 20.786 3003 3009 3023 rVB2 1583627 3801484 6.37% 0.881%

21 20.974 3037 3041 3044 rBV 914880 1051260 1.76% 0.244%
22 21.050 3044 3054 3072 rVB 27444098 59714573 100.00% 13.839%
23 21.274 3088 3092 3100 rVB 1839080 2244750 3.76% 0.520%
24 21.515 3128 3133 3140 rVB 1172143 1959714 3.28% 0.454%
25 21.597 3142 3147 3155 rVB 558990 1014445 1.70% 0.235%

26 21.815 3172 3184 3202 rBV 24233911 57501885 96.29% 13.326%
27 22.297 3261 3266 3270 rBV 1540767 2514223 4.21% 0.583%
28 22.356 3271 3276 3287 rVB2 2859900 6712803 11.24% 1.556%
29 22.627 3312 3322 3331 rVB 18099298 37723155 63.17% 8.742%
30 22.803 3348 3352 3367 rVB3 1485600 2869070 4._80% 0.665%

31 23.368 3444 3448 3455 rVB 1253036 2054526 3.44% 0.476%
32 23.538 3467 3477 3492 rVB2 6046072 17443873 29.21% 4.043%
33 24.015 3553 3558 3568 rVB 957553 1799289 3.01% 0.417%
34 24.250 3594 3598 3606 rVB3 677490 1605062 2.69% 0.372%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO30819\
Data File : BM019071.D

Acq On : 08 Mar 2019 13:43

Operator : JU/SJ

Sample - K1807-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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

Method
Title

Z :\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 24.362 3610 3617 3630 rVB5 1274919 4384608 7.34% 1.016%
36 24.597 3650 3657 3674 rVB2 1765863 5419105 9.08% 1.256%
37 24.762 3680 3685 3692 rVB 496945 1030235 1.73% 0.239%

Sum of corrected areas: 431509972
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO30819\
Data File : BM019071.D

Acq On : 08 Mar 2019 13:43

Operator : JUu/SJ

Sample : K1807-15

Misc :

ALS Vvial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEMI\BNA_M\METHODS\8270-BM021119 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM019071.D

2.5e+07
2e+07
1.5e+07

le+07

5000000 5.27 6.85 7.20

7,99 8.84
7.67 10.46
A

I I I I
10.00 10.50 11.00 11.50

I I
9.00 9.50

R . = S R S

T T T T 1 T
Time--> 350 400 450 500 550 6.00 650 700 750 8.00 850
Abundance TIC: BM019071.D

2.5e+07

19.28
20.14
2e+07

1.5e+07 17.99

le+07

5000000 12.94

14.33

R R e B B T e st

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM019071.D
21105

2.5e+07 2182

2e+07 22.63

1.5e+07

le+07

23.54

5000000

e

Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 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\HPCHEM1\BNA_M\DATA\BMO30819\
Data File : BM019071.D

Acq On : 08 Mar 2019 13:43

Operator : JU/SJ

Sample - K1807-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown7.20 Concentration Rank 7

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

7.20 98.02 ng 5921540 1,4-Dichlorobenzene-d4 7.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
2 5-Aminoindole 132 C8H8N2 005192-03-0 10
3 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9
4 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 699 (7.198 min): BM019071.D (-693) (-) m/z 132.00 100.00%
132
5000 c8
40 % 6.80 7.00 7.20 7.40 7.60
54 : : : : :
0 8 307 e o || m/z 68.05  51.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
5000 A
6.80 7.00 7.20 7.40 7.60
33 44 105 ‘ m/z 66.10 32.60%
0"'P'JW"EQ'J”%{”JIL"P'""'W"”I"”I'”'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
132
6.80 7.00 7.20 7.40 7.60
5000 m/z 134.00 31.65%
104
14 27 30 51 77 g9 g5
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13917: Benzene, 1,2,4-trifluoro- e e
132 6.80 7.00 7.20 7.40 7.60

m/z 69.05 21.34%

5000 63 g

31 ‘ | 10111‘2
L | 1 | |

L I R —

m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO30819\
Data File : BM019071.D

Acq On : 08 Mar 2019 13:43

Operator : JU/SJ

Sample - K1807-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.99 308.25 ng 30580500 Phenanthrene-d10 17.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Tridecanoic acid 214 C13H2602 000638-53-9 55
4 Hexadecane 226 C16H34 000544-76-3 18
5 1,3-Dimethylcyclopentanol 114 C7H140 019550-46-0 18

Abundance Scan 2534 (17.992 min): BM019071.D (-2521) (-) m/z 73.10 100.00%

43
5000

=

213 T
256 17.60 17.80 18.00 18.20 18.40

0 284300 341 m/z 60.00 68.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #92226: n-Hexadecanoic acid
43

157 185

%

5000 LI L L L L L L L B
17. 60 17. 80 18. OO 18 20 18. 40
129 m/z 43.10 53.34%
2 213 256
L 5 15 2
OlryrarePHrll
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
43 73
A RAREEE e S
17.60 17.80 18.00 18.20 18.40
5000 129 m/z 57.10 51.39%
199 242
21 o1 157
o 180 225
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #65565: Tridecanoic acid R RARR R
73 17.60 17.80 18.00 18.20 18.40
43 m/z 55.10 47 .29%
5000 129

5

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 17. 60 17. 80 18. 00 18 20 18. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO30819\
Data File : BM019071.D

Acq On : 08 Mar 2019 13:43

Operator : JU/SJ

Sample - K1807-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.87 409.35 ng 40610200 Phenanthrene-d10 17.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 87
3 Octacosane 394 C28H58 000630-02-4 86
4 Octadecane 254 C18H38 000593-45-3 83
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 83
Abundance Scan 2683 (18.868 min): BM019071.D (-2668) (-) m/z 57.10 100.00%
57
85
5000
—v—v—n—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—r
113 18.60 18.80 19.00 19.20
141 169
T J.J], L= 1P 197 225 258 281 309 337 365 394 | sz 71.10  93.01%
m/z--> 50 100 150 200 250 300 350
Abundance #115570: Heneicosane
57
85
5000
18.60 18.80 19.00 19.20
m/z 85.10 63.51%
29 118 441
0 Ilw‘l ‘:‘l“u ‘l\ |‘h‘|h‘| Iu‘lw\l ;\I\Il?gl :!-9|7|2|2|5|2|53|| |2|9|6| T
m/z--> 50 100 150 200 250 300 350
Abundance
43
7 18,60 18.80 19.00 19.20
5000 m/z 43.10 55.29%
99 196
o 127 155 205 252 280
m/z--> 55 160 1éo 260 2%0 360 3éo '
Abundance #155178: Octacosane I e e e AR
57 18.60 18.80 19.00 19.20
m/z 55.10 27 .29%
- I /J
29
o L) 113 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1éo 260 2%0 360 3éo ' 18k0 18%0 1950 1520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO30819\
Data File : BM019071.D

Acq On : 08 Mar 2019 13:43

Operator : JU/SJ

Sample - K1807-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 5 Octadecanoic acid, methyl e... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

19.06 12.35 ng 1225570  Phenanthrene-d10 17.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Octadecanoic acid, methyl ester 298 C19H3802 000112-61-8 97
2 Methyl tetradecanoate 242 C15H3002 000124-10-7 93
3 Hexadecanoic acid, 15-methyl-, m._.. 284 C18H3602 006929-04-0 87
4 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 86
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 86

Abundance Scan 2716 (19.062 min): BM019071.D (-2711) (-) m/z 74.05 100.00%
Iy
43
255
97 199 208 '18'80 19,00 1920 1940
o by A2L I a2 L 385 408 Tz 87.00 70.28%
m/z--> 50 100 150 200 250 300 350 400
Abundance #116666: Octadecanoic acid, methyl ester
74
5000
43 18 80 19.00 19.20 19.40
143 298 m/z 43.10 24 .24%
I %
0.15.‘.‘.,“.“ ‘”‘“.121 : ..‘,.‘?2.7.‘ ‘.‘...“,....,... ,.
m/z--> 50 lOO 150 200 250 300 350 400
Abundance
74
18 80 19.00 19.20 19.40
5000 m/z 55.10 22 .53%
43
0 101121143 171 199 242
e e e L
m/z--> 50 100 150 200 250 300 350 400
Abundance #108888: Hexadecanoic acid, 15-methyl-, methyl ester
74 18 80 19.00 19.20 19.40
m/z 75.05 19.06%
5000 43 NM‘\
97
I G T S Y I N S
m/z--> 50 lOO 150 200 250 300 350 400 18. 80 19. 00 19. 20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO30819\
Data File : BM019071.D

Acq On : 08 Mar 2019 13:43

Operator : JU/SJ

Sample - K1807-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 9,12-Octadecadienoic acid (... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
19.12 12.29 ng 1219270 Phenanthrene-d10 17.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9,12-Octadecadienoic acid (Z,2)- 280 C18H3202 000060-33-3 99
2 7-Hexadecyne 222 C16H30 074685-28-2 80
3 8-Hexadecyne 222 C16H30 019781-86-3 76
4 3,4-Octadiene, 7-methyl- 124 C9H16 037050-05-8 74
5 Cycloundecene, 1l-methyl- 166 C12H22 088828-82-4 72
Abundance Scan 2726 (19.121 min): BM019071.D (-2721) (-) m/z 67.10 100.00%
67
41
RN NS IR SRR
123 18.80 19.00 19.20 19.40
150167185 241 6280
o 'h g3 1077 218 T 262747297 342 myz  81.10  80.36%
m/z--> 50 100 150 200 250 300
Abundance #106289: 9,12-Octadecadienoic acid (Z,2)-
67
95
5000 M MUV AR DR
18:80 19.00 19.20 19.40
m/z 55.10 62.58%
123 280
obi8 Ll | AT 10168 106 223 26277
m/z--> 50 100 150 200 250 300
Abundance
67
41 NN AR SRR
95 18.80 19.00 19.20 19.40
5000 m/z 41.10 54 _.51%
oL 23 123,41 165 193 218
N R e |
m/z--> 50 100 150 200 250 300
Abundance #71109: 8-Hexadecyne e e A A RRAA
6 18.80 19.00 19.20 19.40
m/z 95.10 50.21%
41 95
5000
123
oL15 ”h h 151 179 202 222
m/z--> 50 150 200 250 300 ' 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO30819\
Data File : BM019071.D

Acq On : 08 Mar 2019 13:43

Operator : JU/SJ

Sample - K1807-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.28 403.47 ng 45285000 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 62
3 Tetradecanoic acid 228 C14H2802 000544-63-8 58
4 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 25
5 Tridecane 184 C13H28 000629-50-5 11
Abundance Scan 2753 (19.280 min): BM019071.D (-2741) (-) m/z 73.05 100.00%
7B
43
5000
185 241 R
284 a7 356 19100 1920 19.40 19.60
ol 735 m/z 60.00 66.24%
m/z--> 50 100 150 200 250 300 350 400
Abundance #108843: Octadecanoic acid
43 73
5000 129 NN A AR
19.00 19.20 19.40 19.60
97 185 o, 284 m/z 57.10 57.64%
o 15 M ‘Mlhl ‘1.§7I‘ s }2}?‘. | - .“. e
m/z--> 50 100 150 200 250 300 350 400
Abundance
43 73
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—r
19.00 19.20 19.40 19.60
5000 m/z 43.10 56.84Y%
129 242
97 199
171
L L L L L UL UL B
m/z--> 50 100 150 200 250 300 350 400
Abundance #75071: Tetradecanoic acid AR EaE e
78 19.00 19.20 19.40 19.60
43 m/z 55.10 49 .09%
B T ML
185 228
97
o 157
m/z--> 50 100 150 200 250 300 350 400 19.'00 19.'20 19.'40 19.|60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO30819\
Data File : BM019071.D

Acq On : 08 Mar 2019 13:43

Operator : JU/SJ

Sample - K1807-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown20.14 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.14 441.84 ng 49590500 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 87
3 Nonadecane 268 C19H40 000629-92-5 83
4 Octacosane 394 C28H58 000630-02-4 83
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 83
Abundance Scan 2899 (20.139 min): BM019071.D (-2887) (-) m/z 57.10 100.00%
7
85
5000
['1° 141,169 197 225 253 291 309 337 365 a08 475 19.80 2000 2020 2040 _
Ol A A A LT 77197225 253281309337 365 408 475 | nso 71 10 97.24Y%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #115570: Heneicosane
57
85
5000 USRNSSR BARRE!
19.80 20.00 20.20 20.40
m/z 85.10 68.44Y%
29 113
0 \‘ J ‘ “\ ‘hw h‘ u‘ “1?1‘16‘9 197 225 253 296
miz--> 0 §o 160 1%0 260 2%0 360 3éo 460 4%0
Abundance
43
7 NNV BARRE!
19.80 20.00 20.20 20.40
5000 m/z 43.10 50.92%
99 196
o 127 155 205 252 280
miz--> 0 §o 160 1%0 260 250 300 3éo 460 4%0
Abundance #99477: Nonadecane RS e
19.80 20.00 20.20 20.40
m/z 55.10 22.51%
5000

—

113 141 169 197 205 268

| T I T T
m/z--> 0 50 100 150 200 250 300 350 400 450 19.80 20.00 20.20 20.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO30819\
Data File : BM019071.D

Acq On : 08 Mar 2019 13:43

Operator : JU/SJ

Sample - K1807-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 16
R.T. EstConc Area Relative to ISTD R.T.
20.72 10.85 ng 1217970 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 93
2 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 91
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 90
Abundance Scan 2998 (20.721 min): BM019071.D (-2992) (-) m/z 57.10 100.00%
85
5000
ILABLUAL AR AR
141 20.40 20.60 20.80 21.00
0 183207 239260281303324 351 379 407 m/z 71.10 82.33%
m/z--> 50 100 150 200 250 300 350 400
Abundance #151556: Heptacosane
57
5000
85 20.40 20.60 20.80 21.00
m/z 43.10 65.40%
0 ??‘ | 118 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
20.40 20.60 20.80 21.00
5000 85 m/z 85.10 59.08%
29
0 M3 141 169 210 539 266 300
m/z--> 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane T
57 20.40 20.60 20.80 21.00
m/z 69.10 26.23%
85
5000
29 113
ol L)y |7” 141 169 107 205 253 296
Trriyprrrrrrrrrrrrrp o rr ot —v—v—rv—v—v—v—rv—v—v—v—rv—v—v—q—v—v—v—v—r
m/z--> 50 100 150 200 250 300 350 400 20.40 20.60 20.80 21.00

8270-BM021119.M Mon Mar 11 04:04:13 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO30819\
Data File : BM019071.D

Acq On : 08 Mar 2019 13:43

Operator : JU/SJ

Sample - K1807-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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-Heptadecanol, acetate Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

20.79 33.87 ng 3801480 Chrysene-d12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptadecanol, acetate 298 C19H3802 000822-20-8 66
2 Benz[c]acridine, 7,10-dimethyl- 257 C19H15N 002381-40-0 58
3 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 55
4 Chloroacetic acid, dodecyl ester 262 C14H27CIl02 006316-04-7 50
5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 49

Abundance Scan 3010 (20.792 min): BM019071.D (-3003) (-) m/z 257.20 100.00%

247

5000

20.40 20.60 20.80 21.00 21.20
281 424

Ol 205 312 348 4017 "m/z 57.10 91.31%

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

Abundance #116649: 1-Heptadecanol, acetate

5000 L e N REEEE n
2040 20. 60 2080 21. OO 21. 20

111 m/z 43.10 71.51%

210 238
0.29.. h \w otes PO o
m/z--> 150 200 250 300 350 400
Abundance

257

20.40 20. 60 20. 80 21. OO 21. 20

5000 m/z 71.10 64.81%
o 127 152 215
L e LA B e s e o B
m/z--> 50 100 150 200 250 300 350 400
Abundance #164553: Heptafluorobutanoic acid, heptadecyl ester AL e e
57 20.40 20.60 20. 80 21. 00 21. 20

m/z 69.10 60.51%

83
5000
111
J |
139 169 238
01‘ ‘JlJJJLA ZJ\'Ol 283

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
m/z--> 50 100 150 200 250 300 350 400 20.40 20.60 20.80 21.00 21.20

8270-BM021119.M Mon Mar 11 04:04:14 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO30819\
Data File : BM019071.D

Acq On : 08 Mar 2019 13:43

Operator : JU/SJ

Sample - K1807-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 3-Octadecene, (E)- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
20.97 9.37 ng 1051260 Chrysene-d12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octadecene, (E)- 252 C18H36 007206-19-1 95
2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 91
3 3-Eicosene, (E)- 280 C20H40 074685-33-9 90
4 1-Pentadecanol 228 C15H320 000629-76-5 87

5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 87

Abundance Scan 3040 (20.968 min): BM019071.D (-3037) (-) m/z 57.10 100.00%

57 83
5000
111

139 262 20.60 20.80 21.00 21.20
168
|139 207234262291 329357 401429 475 60 10 — 58 50U

L L A LN

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #89787: 3-Octadecene, (E)-
41 |69
97

5000
20.60 20.80 21.00 21.20
m/z 83.10 86 .94%

o..\.w‘.“ M BN —
m/z--> 5|O 100 150 2(|)O 25|O 3(|)O 35|O 4(|)O 45|O I
Abundance
43

97 20.60 20.80 21.00 21.20
5000 m/z 43.10 77.97%
125
153 196224
oL e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #106400: 3-Eicosene, (E)- R BB REEEN S
57 20 60 20. 80 21. OO 21. 20
83 m/z 55.10 73.93%
5000
29 111
0 J J] \l 1139 167 196 224 252 280
L B L B e B i o B e o I REEE e S e e
m/z--> 50 100 150 200 250 300 350 400 450 20 60 20. 80 21. OO 21. 20

8270-BM021119.M Mon Mar 11 04:04:15 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO30819\
Data File : BM019071.D

Acq On : 08 Mar 2019 13:43

Operator : JU/SJ

Sample - K1807-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown21.05 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

21.05 532.04 ng 59714600 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Triacontane 422 C30H62 000638-68-6 91
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
4 Hexadecane, l-iodo- 352 C16H33l1 000544-77-4 86
5 Octacosane 394 C28H58 000630-02-4 83

Abundance Scan 3054 (21.050 min): BM019071.D (-3044) (-) m/z 71.10 100.00%

il
5000 43
99

127 20. 80 21. OO 21. 20 21. 40
| 155 ]_83 211
oLk Aob g0y 07,280,188 211 238 267 205 323 351 379401422 | s 57 10 99510
m/z--> 50 OO 150 200 250 300 350 400
Abundance #115570: Heneicosane
57
85
5000 LA I L L L L L L LB

20.80 21.00 21.20 21.40
m/z 85.10 71.56%

29 113
0 \‘ Jl h “\ h h‘ u‘ \1 \1\169 197 225 253 296
] T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57

20.80 21. 00 21. 20 21.40

5000 85 m/z 43.10 49.03%
113 141
o 29 169 197 225 253 281 309 337 365 393 422
T = = i Ao
miz--> 50 100 150 200 250 300 350 400
Abundance #86886: 2-Bromo dodecane R A RARER A
57 2080 21/00 2120 2140

m/z 69.10 22 .96%

5000 a5
29J } 113 169
0 \J A Ll | 140 \ 248

m/z--> 50 100 150 200 250 300 350 400 20 80 21.00 21.20 21.40

8270-BM021119.M Mon Mar 11 04:04:17 2019

Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO30819\
Data File : BM019071.D

Acq On : 08 Mar 2019 13:43

Operator : JU/SJ

Sample - K1807-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Tetracosane, 1l1-decyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
21.52 17.46 ng 1959710 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane, 1l1-decyl- 479 C34H70 055429-84-0 91
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
3 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91
4 Heptacosane 380 C27H56 000593-49-7 90
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 90
Abundance Scan 3134 (21.521 min): BM019071.D (-3128) (-) m/z 57.10 100.00%
g7
5000 A
ST
141 169 207 21.20 21.40 21.60 21.80
o4 239 281309 341365393421 476 n/z 71.10 32 _38%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #167081: Tetracosane, 11-decyl-
57 ”
5000 85 MR DA IR AR
21.20 21.40 21.60 21.80
m/z 85.10 59._75%
ol ‘ ‘ “1%3‘1“11 ‘169 197 225 253 295 337 364 393 420
m/z--> 50 100 150 200 250 360 3éo 400 450 '
Abundance
57
21.20 21.40 21,60 21.80
5000 85 m/z 43.10 57.80%
0 13141 183011 239 267 296
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)- TR T
43 21.20 21.40 21.60 21.80
- m/z 55.10 25.36%
5000
9 4,7
ol L 127155183 225 253 295 337
|||||||||||||||||||||||||||||||||||||| —v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—r
m/z--> 55 100 1éo 200 250 300 350 400 450 ' 21.20 21.40 21.60 21.80

8270-BM021119.M Mon Mar 11 04:04:17 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO30819\
Data File : BM019071.D

Acq On : 08 Mar 2019 13:43

Operator : JU/SJ

Sample - K1807-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Nonacosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

21.60 9.04 ng 1014450 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonacosane 408 C29H60 000630-03-5 96
2 Docosane 310 C22H46 000629-97-0 96
3 Tricosane 324 C23H48 000638-67-5 94
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 83
5 Octacosane 394 C28H58 000630-02-4 83

Abundance Scan 3147 (21.597 min): BM019071.D (-3142) (-) m/z 57.10 100.00%

57
5000 85

21.20 21. 40 21 60 21. 80 22. 00

13
ﬁ 141169 211 253283 324351378407 461489 535

O A e S o9 22 "m/z 71.10 63.88%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #158130: Nonacosane
57
85
5000 LIS INL L L L L L LBLL L BLB
21. 20 21. 40 21 60 21. 80 22. 00
m/z 85.10 45 .14%
T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57

2120 21.40 21.60 21.80 22.00
5000 85 m/z 43.10 38.18%

113
. 141 183211239267 310
I o o o B e INLAL I B o o
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #130015: Tricosane

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
21.20 21.40 21.60 21.80 22.00
m/z 56.10 33.62%

324
13141 169197905953 281 ﬁL

m/z--> 50 100 150 200 250 300 350 400 450 500 21.20 21.40 21.60 21.80 22.00

5000

8270-BM021119.M Mon Mar 11 04:04:19 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO30819\
Data File : BM019071.D

Acq On : 08 Mar 2019 13:43

Operator : JU/SJ

Sample - K1807-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown21.82 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

21.82 512.32 ng 57501900 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Heptacosane 380 C27H56 000593-49-7 83
3 Octacosane 394 C28H58 000630-02-4 83
4 Tetratriacontane 479 C34H70 014167-59-0 76
5 Octadecane 254 C18H38 000593-45-3 74

Abundance Scan 3185 (21.821 min): BM019071.D (-3172) (-) m/z 57.10 100.00%

85
5000 J

113
ﬂ 141169197225 21. 60 21. 80 22. OO 22. 20
O A d Ly 7 197225253261309337365303 436 475503535 | 7 7110 98.27%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #115570: Heneicosane
57
85
5000 LN LL  L L LLL LB
21. 60 21. 80 22. OO 22. 20
29 m/z 85.10 69.92%
0 \‘ f ‘ “\ h h’lu‘ \ \1\169197225253 296
T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57

21.60 21. 80 22. OO 22.20
5000 a5 m/z 43.10 48.92%

29
. 113141169197225253281309337 380 A
S L e e o e e B L EEEE s e

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #155178: Octacosane R A A
21. 60 21. 80 22. OO 22. 20

m/z 69.10 23.17%

5000
| 13141160197225253281 309337365394

m/z--> 0 50 100 150 200 250 300 350 400 450 500 21 60 21.80 22.00 22.20

8270-BM021119.M Mon Mar 11 04:04:19 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO30819\
Data File : BM019071.D

Acq On : 08 Mar 2019 13:43

Operator : JU/SJ

Sample - K1807-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Heptadecane, 9-octyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
22.30 22.40 ng 2514220 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 94
2 Tetracosane 338 C24H50 000646-31-1 93
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
4 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 3266 (22.297 min): BM019071.D (-3261) (-) m/z 57.10 100.00%
g7
85
5000
| ﬂ113141169197225254281 323 355 407435 477 22,00 22.20 22.40 22,60
Ot A L 70197225 254281 523 355 407435 477 | nyz 71.10  88.32%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #142113: Heptadecane, 9-octyl-
57
5000 85
22.00 22.20 22.40 22.60
m/z 85.10 61.54%
o ‘ | 1160107 239 567204 323 352
L UL WAL AR WAL LA WAL S SRR SR
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
57
85 22,00 22.20 22.40 22.60
5000 m/z 43.10 58.08%
113
ol 30 141 169197 225 253 281 309 338
m'z--> 0 50 100 150 200 250 300 350 400 450 '
Abundance #86886: 2-Bromo dodecane B B e
57 22.00 22.20 22.40 22.60
m/z 69.10 23.43%
5000 85
29 J 113 169
Y AR 4 “149 \ I e I I I | |
Trriyrirrrrrrrryrrrryrrrryrrrr[yrrrr[yrrrr[rrrrrrrrr —v—v—v-|—v—v—v—v—|—v—v—v—v-|—v—v—v—v—|—v—v—v—v—
m'z--> 0 50 100 150 200 250 300 350 400 450 22.00 22.20 22.40 22.60

8270-BM021119.M Mon Mar 11 04:04:20 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO30819\
Data File : BM019071.D

Acq On : 08 Mar 2019 13:43

Operator : JU/SJ

Sample - K1807-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Cyclotetradecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22 .36 59.81 ng 6712800 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclotetradecane 196 C14H28 000295-17-0 94
2 Octadecanoic acid, octadecyl ester 537 C36H7202 002778-96-3 83
3 1-Heptadecanol, acetate 298 C19H3802 000822-20-8 66
4 1-Octadecanethiol 286 C18H38S 002885-00-9 55
5 Pentafluoropropionic acid, octad... 416 C21H37F502 1000280-07-7 55
Abundance Scan 3277 (22.362 min): BM019071.D (-3271) (-) m/z 57.10 100.00%
285
5000
22.00 22.20 22.40 22.60
452
ol 312341371 403 490 549 m/z 285 25 83 . 41%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #53622: Cyclotetradecane
55
5000 AU B
22,00 22.20 22.40 22.60
) m/z 43.10 74 .39%
mz-> 's'o e 1 A AR
Abundance
43
—v—rv—v—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rr
22.00 22.20 22.40 22.60
5000 m/z 71.10 67 .79%
i’ 285
o 125153185 224252 313341368396424452480508536
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #116649: 1-Heptadecanol, acetate
43 22.00 22.20 22.40 22.60
m/z 69.10 66 .28%
83
5000
11
TTT rrrryrrrryrrirryrrrr [ rrrr [ rrr T[T T T[T T[T T T T T rorT —v—rv—v—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rr
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00 22.20 22.40 22.60

8270-BM021119.M Mon Mar 11 04:04:21 2019 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO30819\
Data File : BM019071.D

Acq On : 08 Mar 2019 13:43

Operator : JU/SJ

Sample - K1807-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Docosane, 7-hexyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

22 .63 43.25 ng 37723200 Perylene-d12 23.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane, 7-hexyl- 394 C28H58 055373-86-9 93
2 Heneicosane 296 C21H44 000629-94-7 90
3 Tetratriacontane 479 C34H70 014167-59-0 76
4 Nonacosane 408 C29H60 000630-03-5 74
5 Nonadecane 268 C19H40 000629-92-5 68

Abundance Scan 3323 (22.633 min): BM019071.D (-3312) (-) m/z 57.10 100.00%

85
5000

13
22.40 22.60 22.80 23.00
141169197225253281309337365393421450 489 535

Obrrrd b d LIy £25197225253261309337365303421.450 489 535 | nz7 71.10  97.92%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155180: Docosane, 7-hexyl-
57
5000 85
22.40 22.60 22.80 23.00
13 m/z 85.10 69.18%
182
oL P oniaa0067 %P7 379
IR o I S B e e o e e e S R R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
85 22.40 22.60 22.80 23.00
5000 m/z 43.10 49 _.33%
29 113
0 141169197225253 296
IR B e e L ALL i  o o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #167078: Tetratriacontane L O i e
57 22.40 22.60 22.80 23.00
m/z 69.10 23.76%
5000 85
29 13
o | 141169197205253281311 367 410
|IIII|IIII|IIII|IIIIIIIIIIIIIIIIIIIIIIII|IIII|IIII|I —v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.40 22.60 22.80 23.00

8270-BM021119.M Mon Mar 11 04:04:22 2019 Page: 20



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO30819\
Data File : BM019071.D

Acq On : 08 Mar 2019 13:43

Operator : JU/SJ

Sample - K1807-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 _gamma.-Sitosterol Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
24 .36 5.03 ng 4384610 Perylene-d12 23.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 96
2 _beta.-Sitosterol 414 C29H500 000083-46-5 94
3 17-(1,5-Dimethylhexyl)-10,13-dim... 414 C29H500 1000210-86-9 35
4 Pregn-5-en-3-ol, 21-bromo-20-met... 394 C22H35BrO0 055103-80-5 18
5 Norflurazon 303 C12H9CIF3N30 027314-13-2 14
Abundance Scan 3617 (24.362 min): BM019071.D (-3610) (-) m/z 43.10 100.00%
B 105 g
5000
LA R SN B
24.00 24.20 24.40 24.60
b4, A1 3% "m/z 105.10 84.47%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #159285: .gamma.-Sitosterol
43
5000 LA R SN B
24.00 24.20 24.40 24.60
m/z 145.10 78 .93%
0 r I\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
43
24.00 2420 24.40 24.60
5000 m/z 107.10 78 .74%
81107 145 414
) 173 218 255 303, 3g
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #159311: 17-(1,5-Dimethylhexyl)-10,13-dimethyl-4-vinylhexa. . B A B R I B
43 24.00 24.20 24.40 24.60
m/z 95.10 78.12%
- «/\JJ\’/\“
0 I o o e
m/z--> 50 100 150 200 250 300 350 400 450 500 24.00 24.20 24.40 24.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO30819\
Data File : BM019071.D

Acq On : 08 Mar 2019 13:43

Operator : JU/SJ

Sample - K1807-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown24.60 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

24 .60 6.21 ng 5419110 Perylene-d12 23.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 95
2 Heneicosane 296 C21H44 000629-94-7 90
3 Heptacosane 380 C27H56 000593-49-7 83
4 Hexatriacontane 507 C36H74 000630-06-8 80
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 80

Abundance Scan 3657 (24.597 min): BM019071.D (-3650) (-) m/z 57.10 100.00%

85
5000

13
Ill 141160107 24.20 24.40 24.60 24.80 25.00
O A A 45297225 267 309337365393421 476 535 | sz 71.10  92.03%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #142113: Heptadecane, 9-octyl-
57
5000 85 LIS B L L L L L L LB
24. 20 24. 40 24 60 24. 80 25 00
m/z 85.10 63.68%
o ‘ ‘ﬂd }%1;69197 2?9267296 352
,”.,.”... : LR R B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
A B R
85 24.20 24.40 24.60 24.80 25.00
5000 m/z 43.10 49 _22%
29 113
o 141169197225253 296 \//\/\v/\\/\\_\‘
T e B e e R A M o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #151556: Heptacosane A EEE TS
57 24.20 24.40 24.60 24.80 25.00

m/z 69.10 22 .48%

5000

?

29
113141169197225253281 323351380

N S

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24. 20 24. 40 24 60 24. 80 25 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO30819\
Data File : BM019071.D

Acq On : 08 Mar 2019 13:43

Operator : JU/SJ

Sample - K1807-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown7 .20 7.20 98.0 ng 5921540 1 7.67 1208180 20.0
n-Hexadecanoic acid 17.99 308.3 ng 30580500 4 17.08 1984130 20.0
Heneicosane 18.87 409.4 ng 40610200 4 17.08 1984130 20.0
Octadecanoic acid... 19.06 12.4 ng 1225570 4 17.08 1984130 20.0
9,12-Octadecadien... 19.12 12.3 ng 1219270 4 17.08 1984130 20.0
Octadecanoic acid 19.28 403.5 ng 45285000 5 21.27 2244750 20.0
unknown20.14 20.14 441.8 ng 49590500 5 21.27 2244750 20.0
Heptacosane 20.72 10.9 ng 1217970 5 21.27 2244750 20.0
1-Heptadecanol, a... 20.79 33.9 ng 3801480 5 21.27 2244750 20.0
3-Octadecene, (E)- 20.97 9.4 ng 1051260 5 21.27 2244750 20.0
unknown21 .05 21.05 532.0 ng 59714600 5 21.27 2244750 20.0
Tetracosane, 11-d... 21.52 17.5 ng 1959710 5 21.27 2244750 20.0
Nonacosane 21.60 9.0 ng 1014450 5 21.27 2244750 20.0
unknown21 .82 21.82 512.3 ng 57501900 5 21.27 2244750 20.0
Heptadecane, 9-oc... 22.30 22.4 ng 2514220 5 21.27 2244750 20.0
Cyclotetradecane 22.36 59.8 ng 6712800 5 21.27 2244750 20.0
Docosane, 7-hexyl- 22.63 43.3 ng 37723200 6 23.52 17443900 20.0
-gamma.-Sitosterol 24 _36 5.0 ng 4384610 6 23.52 17443900 20.0

6

unknown24 .60 24.60 6.2 ng 5419110 23.52 17443900 20.0
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