LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM012920\
Data File : BM024656.D

Aca On : 29 Jan 2020 18:41

Operator : CG/JU

Sample : L1013-07 2X

Misc :

ALS Vial : 17 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-BM012320.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 5.087 367 374 385 rBVY 2363289 3311847 26.88% 3.345%
2 6.645 632 639 652 rVB 2343095 3617014 29.36% 3.653%
3 7.445 768 775 785 rVB 1583313 2377409 19.30% 2.401%
4 7.757 820 828 836 rBY 2123824 3397557 27 .58% 3.431%
5 8.581 956 968 977 rBV 1463397 2442144 19.82% 2.466%
6 8.769 996 1000 1011 rVB6 59389 133095 1.08% 0.134%
7 10.204 1236 1244 1252 rBV 2066730 3456173 28.06% 3.491%
8 11.274 1419 1426 1431 rBV6 76647 178314 1.45% 0.180%
9 11.404 1440 1448 1452 rBV 78996 142243 1.15% 0.144%
10 11.680 1490 1495 1500 rBvV 132842 196361 1.59% 0.198%

11 12.145 1570 1574 1580 rBV3 91359 157280 1.28% 0.159%
12 12.704 1664 1669 1675 rVB 4062837 5870468 47.65% 5.929%
13 12.951 1707 1711 1717 rVvV 173685 214609 1.74% 0.217%
14 13.027 1719 1724 1730 rVB5 131747 274280 2.23% 0.277%
15 13.316 1768 1773 1780 rBv4 120329 195539 1.59% 0.197%

16 13.468 1795 1799 1805 rBV6 61399 128659 1.04% 0.130%
17 13.563 1811 1815 1820 rVB 527815 663831 5.39% 0.670%
18 13.810 1853 1857 1864 rVB 69902 147426 1.20% 0.149%
19 14.039 1892 1896 1900 rBV 255087 329110 2.67% 0.332%
20 14.092 1900 1905 1912 rVB 2948297 4291329 34.83% 4 _.334%

21 14.257 1929 1933 1939 rVB 2115078 2660539 21.60% 2.687%
22 14.498 1968 1974 1980 rBV6 79015 184206 1.50% 0.186%
23 14.562 1980 1985 1991 rBV5 112490 238881 1.94% 0.241%
24 14.668 1999 2003 2008 rVB6 119038 175547 1.43% 0.177%
25 14.733 2008 2014 2017 rBV6 86056 163572 1.33% 0.165%

26 15.004 2056 2060 2064 rVB 320300 368656 2.99% 0.372%
27 15.151 2081 2085 2090 rVB 96408 131661 1.07% 0.133%
28 15.268 2102 2105 2110 rVB2 100357 128273 1.04% 0.130%
29 15.409 2123 2129 2133 rBV 118678 220545 1.79% 0.223%
30 15.592 2154 2160 2169 rVB 2941794 4166899 33.82% 4.208%

31 15.868 2203 2207 2210 rBV 359883 469921 3.81% 0.475%
32 16.051 2233 2238 2242 rBV 1342134 1555494 12.63% 1.571%
33 16.209 2262 2265 2272 rBV6 83563 150110 1.22% 0.152%
34 16.662 2338 2342 2346 rVB 366905 444914 3.61% 0.449%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM012920\
Data File : BM024656.D

Aca On : 29 Jan 2020 18:41

Operator : CG/JU

Sample : L1013-07 2X

Misc :

ALS Vial : 17 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 M\METHODS\8270-BM012320.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 16.715 2347 2351 2357 rVB2 157367 242136 1.97% 0.245%

36 16.786 2360 2363 2367 rBV 118454 143310 1.16% 0.145%
37 16.845 2367 2373 2377 rBV 2895045 4031573 32.73% 4.072%
38 16.886 2377 2380 2388 rVvVv 522167 700685 5.69% 0.708%
39 16.974 2391 2395 2402 rVB 228735 348140 2.83% 0.352%
40 17.239 2437 2440 2444 rBV3 71011 124082 1.01% 0.125%

41 17.398 2463 2467 2470 rBVY 322844 388110 3.15% 0.392%
42 17.433 2470 2473 2477 rVB3 128869 150057 1.22% 0.152%
43 17.568 2491 2496 2504 rVB 3577741 4432202 35.98% 4._476%
44 17.786 2528 2533 2539 rBV2 757664 1032323 8.38% 1.043%
45 17.909 2550 2554 2559 rBV2 209929 375864 3.05% 0.380%

46 18.086 2581 2584 2594 rvB2 283600 449994 3.65% 0.454%
47 18.656 2677 2681 2686 rBVY 592876 789006 6.40% 0.797%
48 18.715 2686 2691 2694 rVV 6713552 8295131 67.34% 8.378%
49 18.750 2694 2697 2701 rVV 10866290 12319053 100.00% 12.442%
50 18.780 2701 2702 2708 rVB3 834993 750623 6.09% 0.758%

51 18.886 2716 2720 2722 rBV 1546148 1711985 13.90% 1.729%
52 18.915 2722 2725 2730 rVV 1262727 1820349 14.78% 1.838%
53 18.962 2730 2733 2746 rVB2 712768 1449653 11.77% 1.464%
54 19.274 2780 2786 2790 rBV 1110236 1767888 14.35% 1.785%
55 19.503 2820 2825 2831 rBV 4449596 5467064 44.38% 5.521%

56 19.750 2864 2867 2870 rBV4 276416 414860 3.37% 0.419%
57 19.886 2887 2890 2895 rvB2 570178 734905 5.97% 0.742%
58 20.150 2933 2935 2938 rBV 325866 336549 2.73% 0.340%
59 21.056 3084 3089 3093 rBV2 3180175 4391713 35.65% 4._.435%
60 23.174 3445 3449 3455 rVB 2332116 3763021 30.55% 3.800%

Sum of corrected areas: 99014182
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM012920\
Data File : BM024656.D

Aca On 29 Jan 2020 18:41

Operator : CG/JU

Sample : L1013-07 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM012320.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: BM024656.D

1le+07
8000000
6000000

4000000

5.09 6.65 7.76 10.20
2000000 7.45 8.58

8.77 11127401 ¢

] e o S L o = NS L EEV R ez bt

T
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM024656.D

18.75

1e+07

8000000 18l72

6000000 19.50

12.70
4000000

19.820.15
19.76 2

e

2000000

13.
12.14 12)\:9533132713.8114'

Time--> 12.00 12,50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM024656.D

1e+07
8000000
23.17

goooooo|  21.06

4000000

2000000

T

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 2500 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\BM012920\
Data File : BM024656.D

Aca On 29 Jan 2020 18:41

Operator : CG/JU

Sample : L1013-07 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM012320.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 Dodecanoic acid, methyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.26 12.40 ng 2660540 Acenaphthene-d10 14.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid. methvl ester 214 C13H2602 000111-82-0 98
2 Undecanoic acid. 10-methvl-. met... 214 C13H2602 005129-56-6 92
3 Nonanoic acid. methvl ester 172 C10H2002 001731-84-6 87
4 Decanoic acid. methvl ester 186 C11H2202 000110-42-9 72
5 Undecanoic acid, methyl ester 200 C12H2402 001731-86-8 72

Abundance Scan 1934 (14.262 min): BM024656.D (-1929) (-) m/z 74.00 100.00%
7
5000
41 55
143 171 LA SRR DU BURIUR B
0 ...,....,...L',..'..,l:!..~,l...-.,..'..,|....- 0021 rrrrerees- | m/z 87.00  67.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72688: Dodecanoic acid, methyl ester
7
5000 L L B UL I
55 14100 14.20 14.40 14.60
41 14 m/z 55.10 22.14%
2 101115129
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
74
14.00 14.20 14.40 14.60
5000 m/z 41.05 21.53%
55 143 191
. 97917 129 157 | 185)99214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39522: Nonanoic acid, methyl ester T T T e T
74 14.00 14.20 14.40 14.60
m/z 43.05 19.91%
5000
55
41 141
M A 0 <SRN ) SN | B | RSO SO
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14100 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM012920\
Data File : BM024656.D

Aca On 29 Jan 2020 18:41

Operator : CG/JU

Sample : L1013-07 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM012320.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 Heptadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.87 2.33 ng 469921 Phenanthrene-d10 16.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 86
3 Nonadecane 268 C19H40 000629-92-5 80
4 Tetracosane 338 C24H50 000646-31-1 80
5 Heptadecane, 7-methyl- 254 C18H38 020959-33-5 72

Abundance Scan 2207 (15.868 min): BM024656.D (-2203) (-) m/z 57.10 100.00%

57
5000

15.60 15.80 16.00 16.20

3 141 211 240
0 199Lro 103 267 m/z 71.05 88.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #94346: Heptadecane
57
85
5000 LA L L L L L L
4 15 60 15. 80 16. 00 16 20
m/z 43.05 64.77%
0 15 4 I I 1.13 il 141 n 169 197 24}0
rrr e e e et e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
R EREEEEREEE
15.60 15.80 16.00 16.20
5000 85 m/z 85.10 59.27%

41

113
o 141 183 211 239 267 296
g
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #117638: Nonadecane Il A S
57 15.60 15.80 16.00 16.20

m/z 41.05 43.70%

5000 85

%

1}3 141 169 197 295 268

ouwﬂnpuh””ﬁuﬂnnph.”m.”.””.”.””.”.“”.”.””P“. L L Ll

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15 60 15. 80 16. 00 16 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM012920\
Data File : BM024656.D

Aca On 29 Jan 2020 18:41

Operator : CG/JU

Sample : L1013-07 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM012320.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 Methyl tetradecanoate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.05 7.72 ng 1555490 Phenanthrene-d10 16.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl tetradecanoate 242 C15H3002 000124-10-7 95
2 Tridecanoic acid. 12-methvl-. me... 242 C15H3002 005129-58-8 95
3 Decanoic acid. methvl ester 186 C11H2202 000110-42-9 76
4 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 72
5 Undecanoic acid, 11-bromo-, meth... 278 C12H23Bro02 006287-90-7 64
Abundance Scan 2238 (16.051 min): BM024656.D (-2233) (-) m/z 74.00 100.00%
74
5000
143 199 A""|""|""|""|"'
101 242 15.80 16.00 16.20 16.40
0 ...,....-,“...‘:“,..L.. BT [ a7 |28 2L 328 Tm/z 86.95  74.16W
m/z--> mmmmmmmmmmmmmmmm
Abundance #95859: Methyl tetradecanoate
74
5000 LSS SR BN BULRULE B
55 15.80 16.00 16.20 16.40
m/z 43.05 23.53%
29
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
74
" 15.80 16.00 16.20 16.40
5000 m/z 41.05 23.33%
55 143 199
0 o 115 167 242
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #50099: Decanoic acid, methyl ester T
74 15. 80 16. 00 16. 20 16. 40
m/z 55.05 23.28%
5000
2 143
0..W.W.L.”,”Ll:”%Oi.}?ﬁ..”...nlﬁ§..”...” N — et -t
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15. 80 16. oo 16.20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM012920\
Data File : BM024656.D

Aca On 29 Jan 2020 18:41

Operator : CG/JU

Sample : L1013-07 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM012320.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 Octadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.66 2.21 ng 444914 Phenanthrene-d10 16.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 87
2 Octadecane 254 C18H38 000593-45-3 86
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 80
4 Heneicosane 296 C21H44 000629-94-7 80
5 Hexacosane 366 C26H54 000630-01-3 74
Abundance Scan 2342 (16.662 min): BM024656.D (-2338) (-) m/z 57.10 100.00%
57
2000 J\AMW\J\/\\N\—\A
3 16.40 16.60 16.80 17.00
ol 208 232 2 283300316 m/z 71.05 84.85%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57
85
5000 UL IR BN SUNURE SR
16.40 16.60 16.80 17.00
29 m/z 43.10 68 .59%
ol L by P14 160 197 240
m/z--> 50 100 150 200 250 300 350
Abundance
57
16,40 16.60 16.80 17.00
5000 85 m/z 85.10 62 .34%
29
. 13 141 169 197 205 254
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- L o R
57 16.40 16.60 16.80 17.00
m/z 41.00 40.78%
- i ANJ/W
oLl } | ) M3 141 160 197 % 67 204 323 3m2
m/z--> 50 100 150 200 250 300 350 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM012920\
Data File : BM024656.D

Aca On 29 Jan 2020 18:41

Operator : CG/JU

Sample : L1013-07 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM012320.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 Hexadecanoic acid, methyl e... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.57 21.99 ng 4432200 Phenanthrene-d10 16.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 98
2 Methvl tetradecanoate 242 C15H3002 000124-10-7 93
3 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 89
4 Pentadecanoic acid. 14-methvl-., ... 270 C17H3402 005129-60-2 81
5 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 72
Abundance Scan 2496 (17.568 min): BM024656.D (-2491) (-) m/z 74.00 100.00%
!
5000
43 S | U
17.20 17.40 17.60 17.80
0 299 322 356 m/z 86.95 75.84%
m/z--> 50 100 150 200 250 300 350
Abundance #119408: Hexadecanoic acid, methyl ester
74
5000 [ DA B B BRI
43 17.20 17.40 17.60 17.80
143 m/z 43.10 26 .00%
101
o M | a0 BT 20
m/z--> 50 100 150 200 250 300 350
Abundance
74
17.20 17.40 17.60 17.80
5000 m/z 55.05 23.34%
43
. 15 101 125143 171 199 242
m/z--> 50 100 150 200 250 300 350
Abundance #84485: Tridecanoic acid, methyl ester i B
74 17.20 17.40 17.60 17.80
m/z 41.10 22 .79%
5000 43
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\BM012920\
Data File : BM024656.D

Aca On 29 Jan 2020 18:41

Operator : CG/JU

Sample : L1013-07 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM012320.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.79 5.12 ng 1032320 Phenanthrene-d10 16.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 86
3 Tridecanoic acid 214 C13H2602 000638-53-9 86
4 Pentadecanoic acid 242 C15H3002 001002-84-2 70
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 2534 (17.792 min): BM024656.D (-2528) (-) m/z 73.00 100.00%
7
43
5000 129 213 4/\7
97 171 256 L B LB e
17.40 17.60 17.80 18.00 18.20
19
ol 144 Lk 1129 | 218 300_328 3% | 175 59.95  69.98%
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
43
5000 129 LA UL SR BN B
83 17. 40 17. 60 17. 80 18 00 18. 20
ol 157 g5 213 256 m/z 43.05 68.26%
o Y SO P -
m/z--> 50 100 150 200 250 300 350
Abundance
73
43 LN DU AR S I
17.40 17.60 17.80 18.00 18.20
5000 m/z 41.10 62.89%
129
185 228
97
oL26 149166 211
m/z--> 55 160 150 200 250 300 3%0
Abundance #72646: Tridecanoic acid AN B R S
a3 | B 17.40 17.60 17.80 18.00 18.20
m/z 55.10 62.11%
5000
‘ 129 - 14
0:“: ‘I‘Iw‘n}l‘\m H\II’II\l?zIII\EI'g?I‘III — : inamact T e
m/z--> 50 mo 150 200 250 300 350 1mmmmmmmmwo
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM012920\
Data File : BM024656.D

Aca On 29 Jan 2020 18:41

Operator : CG/JU

Sample : L1013-07 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM012320.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 Heneicosane Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
18.09 2.23 ng 449994 Phenanthrene-d10 16.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heptadecane 240 C17H36 000629-78-7 90
4 Nonadecane 268 C19H40 000629-92-5 86
5 Hexadecane, 7-methyl- 240 C17H36 026730-20-1 81

Abundance Scan 2585 (18.092 min): BM024656.D (-2581) (-) m/z 57.10 100.00%
57
85
5000
| L s 0 57 o0 s om0 | OO T T
ol S A i L7y SI89 S SP 267 T390 398 380 | sz 71.05 86.47%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 LRI UL BN UGN UL
ﬂmmmmmmm
m/z 85.10 71.48%
29 113
oLl b ) J | 11?1‘169 197 225 253 296
m/z--> 55 100 1éo 260 2éo 360 3éo
Abundance
57
117.80 18.00 18.20 18.40
5000 85 m/z 43.10 64.47%
. 29 13 141 160 107 225 253 205 323 367
m/z--> 55 160 150 260 250 360 3éo
Abundance #94346: Heptadecane LI L L L L B N B
57 17.80 18.00 18.20 18.40
m/z 41.05 34.13%
85
5000
29
J L | | \113 141 169 197 240
m/z--> 55 100 1éo 260 250 360 3éo 1780 1800 1820 1840
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM012920\
Data File : BM024656.D

Aca On 29 Jan 2020 18:41

Operator : CG/JU

Sample : L1013-07 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM012320.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 E-14-Hexadecenal Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

18.66 3.91 ng 789006 Phenanthrene-d10 16.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-14-Hexadecenal 238 C16H300 330207-53-9 98
2 9-Eicosene. (EBE)- 280 C20H40 074685-29-3 95
3 n-Nonadecanol-1 284 C19H400 001454-84-8 93
4 1-Nonadecene 266 C19H38 018435-45-5 93
5 Cyclohexadecane 224 C16H32 000295-65-8 91

Abundance Scan 2682 (18.662 min): BM024656.D (-2677) (-) m/z 83.10 100.00%

55,83
206
5000 1]1

I 39165 038 276302328 358 1840 18/60 18:80 10.00
(N ¥ § N N W ¥ o 200 m/z 69.10 92.22%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #92510: E-14-Hexadecenal
Yle]

5000
18 40 18.60 18.80 19.00

m/z 55.10 91.28%

83
111
0 1140168 210238
B T L A e o I L L
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57 83

18 40 18.60 18.80 19.00

5000 m/z 97.10 85.71%
29 111
0 139 168196223 252 280
e A A
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #131391: n-Nonadecanol-1 R R e e
55 83 18. 40 18 60 18. 80 19. OO

m/z 206.10 71.67%

5000 1
29
J ’ J 139168195 238266

o g e A

m/z--> 0 50 100 150 200 250 300 350 400 450 500 18. 40 18 60 18. 80 19. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM012920\
Data File : BM024656.D

Aca On 29 Jan 2020 18:41

Operator : CG/JU

Sample : L1013-07 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM012320.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 9,15-Octadecadienoic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.72 41.15 ng 8295130 Phenanthrene-d10 16.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.15-Octadecadienoic acid. methy... 294 C19H3402 017309-05-6 99
2 Methvl 9-cis.ll-trans-octadecadi... 294 C19H3402 1000336-44-0 99
3 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 99
4 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 98
5 9,12-0Octadecadienoic acid (Z,2)-... 294 C19H3402 000112-63-0 97
Abundance Scan 2692 (18.721 min): BM024656.D (-2686) (-) m/z 67.00 100.00%
67
5000{ 41 @
263 594 326 353 382408 43 18.40 18.60 18.80 19.00
ol o3 382408434 475 m/z 81.10 90.25%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)-
4 9
5000 95 AR NS AR AR
18.40 18.60 18.80 19.00
- m/z 95.05 63.30%
0 ‘ ||1f3||1?0117.8 220 263
m/z--> éo 160 1%0 260 2éo 360 3%0 460 4%0
Abundance
67
18.40 18.60 18.80 19.00
5000 9% m/z 55.10 55.41%
294
123150 176 259 262
Ol b I ol b bt
m/z--> éo 160 1%0 260 2éo 360 3%0 460 4%0
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)- — T TR
41 67 18.40 18.60 18.80 19.00
m/z 79.10 46 .34%
5000 95
. 123149 17¢ 262 294
m/z--> 50 160 1%0 260 2éo 360 3%0 460 4%0 18.40 18.60 18.80 19.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM012920\
Data File : BM024656.D

Aca On 29 Jan 2020 18:41

Operator : CG/JU

Sample : L1013-07 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM012320.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 9-Octadecenoic acid (Z)-, m... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

18.75 61.11 ng 12319100 Phenanthrene-d10 16.84
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 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 99
4 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 99
5 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 98

Abundance Scan 2697 (18.750 min): BM024656.D (-2694) (-) m/z 55.10 100.00%

83

5000 \J

18 40 18.60 18.80 19.00
296
ol 318343366 402 444 m/z  69.10 80.03%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester
_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—r

5000
18.40 18.60 18.80 19.00
m/z 74.00 69.86%

04
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
55
e e
18.40 18.60 18.80 19.00
5000 83 m/z 41.10 68.24%
29 264
111
133 180 222 206
ol b i e g e L
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #141286: 13-Octadecenoic acid, methyl ester
55 18.40 18.60 18.80 19.00

m/z 83.10 64 .53%

5000 a3
29 264
222
L J\ gm0 #2 | o

m/z--> 50 O 150 200 250 300 350 400 450 18.40 18.60 18.80 19.00

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM012920\
Data File : BM024656.D

Aca On 29 Jan 2020 18:41

Operator : CG/JU

Sample : L1013-07 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM012320.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 unknownl18.78 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.78 3.72 ng 750623 Phenanthrene-d10 16.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.22-Docosanediol 342 C22H4602 022513-81-1 27
2 Z.E-3.13-0Octadecadien-1-ol 266 C18H340 1000131-10-4 25
3 Cvclooctene. 3-methvl- 124 C9OH16 013152-05-1 25
4 2-Butenoic acid. 1-methvlethvl e... 128 C7H1202 018060-77-0 25
5 13-Oxabicyclo[10.1.0]tridecane 182 C12H220 000286-99-7 25
Abundance Scan 2702 (18.780 min): BM024656.D (-2701) (-) m/z 55.05 100.00%
g5
204
5000

293 326 372401 480 18140 1860 18.80 19.00
oLk 430 506 "m/z 69.10 83.57%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #178718: 1,22-Docosanediol
55
_rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_

5000
31 83 18.40 18.60 18.80 19.00
09 m/z 67.10 82.24%
ll 13
10

7
1 || L 166194222251278306
ob—HL L et
m/z--> 50 0 150 200 250 300 350 400 450 500
Abundance
55

81 18.40 18.60 18.80 19.00

5000 m/z 204 .00 67.02%
109
. 135163 104200 266
i A e o e o
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #10648: Cyclooctene, 3-methyl- e R e e e
67 18 40 18. 60 18 80 19. 00

m/z 74.00 47 .97%

41
5000 96
‘ 124
Y
0

m/z--> 50 100 150 200 250 300 350 400 450 500 18 40 18. 60 18 80 19. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM012920\
Data File : BM024656.D

Aca On 29 Jan 2020 18:41

Operator : CG/JU

Sample : L1013-07 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM012320.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 Pyrene, 1-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.89 3.35 ng 734905 Chrysene-di12 21.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. l-methvl- 216 C17H12 002381-21-7 74
2 11H-Benzolblfluorene 216 C17H12 000243-17-4 70
3 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 64
4 11H-Benzolalfluorene 216 C17H12 000238-84-6 64
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 64
Abundance Scan 2891 (19.892 min): BM024656.D (-2887) (-) m/z 216.10 100.00%
216
5000
95 155 " 19'60 1980 2000 2020
55 187 263 302 19.60 19.80 20.00 20.20
Oh it b2l i 208 7 338 390 427 468 806534 | 77 215.10  92.04%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #74411: Pyrene, 1-methyl-
216
5000 LN BN BRI SUULLA BRI
19/60 19.80 20.00 20.20
95 m/z 217.10 20.29%
189
ol 27 63 | 122150
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
216
1960 19.80 20.00 20.20
5000 m/z 213.10 19.27%
28 63 107 139 189
Y L I L L LN DAL WL L L DAL DAL

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #74424: Fluoranthene, 2-methyl- e  RRRES BEm
19.60 19.80 20.00 20.20
m/z 95.10 11.06%

5000

m/z--> 0 50 100 150 200 250 300 350 400 450 500 19. 60 19. 80 20. 00 20 20

8270-BM012320.-M Thu Jan 30 13:22:52 2020 Page: 15



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM012920\
Data File : BM024656.D

Acq On : 29 Jan 2020 18:41

Operator : CG/JU

Sample : L1013-07 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM012320_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]
Dodecanoic acid, ... 14.26 12.4 ng 2660540 3 14.09 4291330 20.0
Heptadecane 15.87 2.3 ng 469921 4 16.84 4031570 20.0
Methyl tetradecan... 16.05 7.7 ng 1555490 4 16.84 4031570 20.0
Octadecane 16.66 2.2 ng 444914 4 16.84 4031570 20.0
Hexadecanoic acid... 17.57 22.0 ng 4432200 4 16.84 4031570 20.0
n-Hexadecanoic acid 17.79 5.1 ng 1032320 4 16.84 4031570 20.0
Heneicosane 18.09 2.2 ng 449994 4 16.84 4031570 20.0
E-14-Hexadecenal 18.66 3.9 ng 789006 4 16.84 4031570 20.0
9,15-Octadecadien... 18.72 41.1 ng 8295130 4 16.84 4031570 20.0
9-Octadecenoic ac... 18.75 61.1 ng 12319100 4 16.84 4031570 20.0
unknownl18.78 18.78 3.7 ng 750623 4 16.84 4031570 20.0
Pyrene, l-methyl- 19.89 3.4 ng 734905 5 21.06 4391710 20.0
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