LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@11521\
Data File : BPO@4597.D

Acqg On : 16 Jan 2021 02:50 Instrument :
Operator : CG/JU BNA_P

Sample : M1140-01 2X ClientSampleld :
Misc : SU-01-011421

ALS Vvial : 19 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 : © Peak Location: TOP

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

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP011221.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BP@@4597.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 5.399 369 376 402 rBV 1033969 1681304 10.55% 1.851%
2 6.981 635 645 662 rBV 1013776 1750886 10.99% 1.928%
3 7.805 776 785 796 rBV 791482 1297032 8.14% 1.428%
4 8.963 976 982 990 rBV 623200 1067681 6.70% 1.175%
5 10.599 1249 1260 1266 rBV 1078574 2195909 13.78% 2.418%
6 11.522 1410 1417 1423 rBV3 96167 195310 1.23% 0.215%
7 11.628 1430 1435 1439 rBV2 96421 167288 1.05% 0.184%
8 11.793 1455 1463 1471 rBV2 155086 303628 1.91% 0.334%
9 12.028 1494 1503 1509 rBV 322263 546553 3.43% 0.602%
10 12.263 1535 1543 1550 rVB4 91575 266020 1.67% 0.293%

11 12.522 1583 1587 1592 rVB2 143816 213882 1.34%
12 12.993 1663 1667 1672 rVV3 180659 275559 1.73%
13 13.069 1674 1680 1690 rVB 1926742 2972540 18.66%
14 13.281 1710 1716 1723 rBV 497056 730552  4.59%
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15 13.393 1729 1735 1740 rVB2 107125 216466 1.36% 238%
16 13.916 1820 1824 1825 rBV2 129877 163012 1.02% 0.179%
17 13.940 1825 1828 1831 rVV 177591 233688 1.47% ©.257%
18 13.981 1831 1835 1839 rVB3 118353 163056 1.02% ©.180%
19 14.357 1894 1899 1904 rVB 704826 899746 5.65% 0.991%
20 14.457 1908 1916 1923 rVV 1704017 2680709 16.82%  2.951%
21 14.863 1981 1985 1991 rVB2 133961 203570 1.28% ©.224%
22 14.981 2001 2005 2014 rVB5 160120 272283 1.71% ©.300%
23 15.316 2057 2062 2066 rVB 691467 893322 5.61% ©.983%
24 15.510 2090 2095 2098 rBv2 125518 206856 1.30% ©.228%
25 15.722 2125 2131 2136 rVB 222624 364596 2.29%  ©0.401%
26 15.875 2153 2157 2162 rBV3 90598 161653 1.01% 0.178%
27 15.957 2164 2171 2178 rVV 1500114 2321535 14.57% 2.556%
28 16.181 2204 2209 2218 rBV 785358 1389753 8.72% 1.530%
29 16.975 2340 2344 2349 rBV 650503 841125 5.28% 0.926%
30 17.034 2349 2354 2364 rVB2 292214 567518 3.56% ©0.625%
31 17.216 2380 2385 2390 rBV 1994893 3050660 19.15%  3.359%
32 17.263 2390 2393 2400 rVB 595491 815324 5.12% ©0.898%
33 17.351 2405 2408 2414 rVB 206707 287119 1.80% 0.316%
34 17.634 2452 2456 2464 rBV2 105348 175203 1.10% ©.193%
35 17.722 2466 2471 2475 rBV 597985 773267 4.85% 0.851%

36 17.763 2475 2478 2481 rVB2 190643 208629 1.31% ©0.230%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@11521\
Data File : BPO@4597.D

Acqg On : 16 Jan 2021 02:50
Operator : CG/JU

Sample : M1140-01 2X

Misc :

ALS Vvial : 19 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 : © Peak Location: TOP

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

Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP011221.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 17.892 2494 2500 2505 rBV 5641418 6994768 43.90% 7.701%
38 18.110 2534 2537 2549 rVB2 318767 665049  4.17% 0.732%
39 18.392 2581 2585 2589 rBV 549960 620721 3.90% 0.683%
40 18.998 2682 2688 2690 rBV 11088008 15373829 96.49% 16.926%

41 19.028 2690 2693 2703 rVB2 10662668 15933361 100.00% 17.542%
42 19.151 2710 2714 2719 rVB 2329118 2709469 17.01%  2.983%

43 19.233 2721 2728 2734 rBV 1205112 1926818 12.09% 2.121%
44 19.510 2771 2775 2779 rVB2 389979 498920 3.13% 0.549%
45 19.563 2780 2784 2786 rVV2 488406 665602 4.18% 0.733%
46 19.586 2786 2788 2796 rVB 728664 1003282 6.30% 1.105%
47 19.781 2816 2821 2826 rBV 3455670 4341528 27.25% 4.780%
48 20.081 2869 2872 2875 rVB2 295801 307024 1.93% ©.338%
49 20.222 2892 2896 2900 rBV3 331644 464872  2.92% 0.512%
50 20.563 2952 2954 2957 rVB 195407 183345 1.15% 0.202%
51 21.022 3029 3032 3038 rVB3 332317 428335 2.69% 0.472%
52 21.310 3076 3081 3085 rBV2 2760560 3862594 24.24%  4.252%
53 22.604 3297 3301 3309 rVB 546995 1030248 6.47% 1.134%
54 23.663 3476 3481 3488 rVB2 1782355 3268531 20.51% 3.598%

Sum of corrected areas: 90831530
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 16 Jan 2021 02:50
: CG/JU
: M1140-01 2X

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011521\
BP004597.D

: 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP011221.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

le+07

8000000

6000000

4000000

2000000

TIC: BP004597.D\data.ms

5.399 6.981 7.805 8.963 10.599

115828

0
Time-->
Abundance

le+07

8000000

6000000

4000000

2000000

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

TIC: BP004597.D\data.ms
12 P8

17.892

19.781

0

£ A
B B B e B e e e e e e e e e M e e e e s B e s e B By s B
T T T T T T T T T T T T T T T T T

Time-->  12.00 1250 13.00 1350 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

le+07

8000000

6000000

4000000

2000000

TIC: BP004597.D\data.ms

21.310

Time-->

21.00 2150 22.00 2250 23.00 23.50 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_P\Data\BP011521\
Data File : BP@O@4597.D

Acqg On : 16 Jan 2021 02:50
Operator : CG/JU

Sample : M1140-01 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP011221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

11.793 2.77 ng 303628 Naphthalene-d8 10.599
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 94
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 94
3 2,3,4,5,6,7-Hexahydro-1H-cyclope... 146 Cl11H14 1000189-31-0 74
4 Benzene, (1l-methyl-1-butenyl)- 146 C1l1H14 053172-84-2 64
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 55

Abundance Scan 1463 (11.793 min): BP004597.D\data.ms (-1455) (-  m/z 131.00 100.00%
131.0

5000

3

L SAN
1 | 11.50 12.00
kbbb | 221.0281.1344.8 42954896549 /7 118.00  74.64%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #21669: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0

°

39.0 \J
[ Jﬂ A L‘l |

o

-

5000 — ~—

11.50 12.00
m/z 146.00 67.44%

°

39.0 ‘
M\ “ \ML I 1

AR BRRRRN ‘\U‘\\H‘\\H‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #21661: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0

o

=

11.50 12.00
5000 m/z 117.05  36.37%

39.0
L

‘ul"llhlh.‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #21685: 2,3,4,5,6,7-Hexahydro-1H-cyclopentala]pentaler e e
146.0 11.50 12.00

m/z 105.00  26.33%

°

o

.

o

5000

:

71? }
0l L d

T \
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011521\
Data File : BP@O@4597.D

Acqg On : 16 Jan 2021 02:50
Operator : CG/JU

Sample : M1140-01 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP011221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Tridecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.028 4.98 ng 546553 Naphthalene-d8 10.599
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 91
2 Hexadecane 226 C1l6H34 000544-76-3 72
3 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 72
4 Heptadecane 240 C17H36 000629-78-7 64
5 Dodecane 170 C12H26 000112-40-3 64

Abundance Scan 1503 (12.028 min): BP004597.D\data.ms (-1494) (-  m/z 57.10 100.00%
57.1

T \
1' 145.0 12.00
ob Al 1) 221328113408 4149 48885470 /) 4319 69.63%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #48835: Tridecane
57.0
5000 —— |
12.00
m/z 71.05 64.60%
ol |1 12701850
‘\\T\[1!\‘[\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #83024: Hexadecane
57.0
T \
12.00
5000 ITI/Z 85.05 41.54%
. iro 2o
e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28445: Octane, 2,4,6-trimethyl- = :
57.0 12.00
m/z 41.10 36.09%
B \j\\/J\J\A«
oJJH‘lm'O“‘ -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011521\
Data File : BP@O@4597.D

Acqg On : 16 Jan 2021 02:50
Operator : CG/JU

Sample : M1140-01 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP011221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Naphthalene, 1-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.263 2.42 ng 266020 Naphthalene-d8 10.599
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H1e0 000090-12-0 94
2 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 94
3 Benzocycloheptatriene 142 C11H1e 000264-09-5 86
4 1,4-Methanonaphthalene, 1,4-dihy... 142 Cl11H10 004453-90-1 86
5 1-Naphthaleneacetamide 185 C12H11NO 000086-86-2 59

Abundance Scan 1543 (12.263 min): BP004597.D\data.ms (-1535) (- m/z 142.00 100.00%

142.0
5000
—— —
57‘-1 12.00 12.50
Obrrtloas bl 22122808 3550 4625 5319 ./, 147 .00 87.08%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #19236: Naphthalene, 1-methyl-
142.0
5000 —= ==
12.00 12.50
m/z 115.00 30.04%
71.0 J
O\\J\il\'h{"lw‘w‘\”u (UL L B O B I
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #19239: Naphthalene, 2-methyl-
142.0
—— —
12.00 12.50
5000 m/z 57.10 14.52%
71.0 ‘
0 bt et e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #19231: Benzocycloheptatriene T =
141.0 12.00 12.50
m/z 143.00 11.39%
5000
63.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011521\
Data File : BP@O@4597.D

Acqg On : 16 Jan 2021 02:50
Operator : CG/JU

Sample : M1140-01 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP011221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Tetradecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

13.281 5.45 ng 730552  Acenaphthene-die 14.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 96
2 Tridecane 184 C13H28 000629-50-5 90
3 Octacosane 394 (C28H58 000630-02-4 72
4 Hexadecane 226 C16H34 000544-76-3 59
5 1,3-Dimethylcyclopentanol 114 C7H140 019550-46-0 58

Abundance Scan 1716 (13.281 min): BP004597.D\data.ms (-1710) (-  m/z 57.10 100.00%
57.1

N

5000
T —
‘ 154.1 13.00 13.50
O hbbd L d 25173160  407.246695329 ./, 43.10 69.15%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59880: Tetradecane
57.0
5000 T —
13.00 13.50
m/z 71.05 67.61%
J [ | 127.0 198.0
O‘\\\l\‘\\‘\\“\A\I\V‘\W\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #48835: Tridecane
57.0
s —
13.00 13.50
5000 ITI/Z 85.10 47 .40%
0 AJ}‘193791850
e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane T =
57.0 13.00 13.50
m/z 41.05 33.54%
5000

-

ob | L1270 1970 2810  394.0
e

\ \ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011521\
Data File : BP@O@4597.D

Acqg On : 16 Jan 2021 02:50
Operator : CG/JU

Sample : M1140-01 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP011221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Pentadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.357 6.71 ng 899746  Acenaphthene-die 14.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 94
2 Nonadecane 268 C19H40 000629-92-5 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 90
5 Tetradecane 198 C14H30 000629-59-4 87

Abundance Scan 1899 (14.357 min): BP004597.D\data.ms (-1894) (- m/z 57.10 100.00%
57.1

-

5000
— —
‘ 71 2129 14.00 14.50
0 ‘| A S5 281934094008 47495348 m/z 71.65  69.46%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #71393: Pentadecane
57.0
5000 = —
14.00 14.50
m/z 43.05 65.56%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #117637: Nonadecane
57.0
— —
14.00 14.50
5000 ITI/Z 85.05 49.,14%

.’ | £27:0 1970 268.0

\‘M Ly

N

O e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141426: Heneicosane T T
57.0 14.00 14.50
m/z 41.10  33.55%
5000

-

7.0
0 \‘ J ‘ .| J\ Jlﬁl | ‘197'0 296.0
R S D D D S D

— —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011521\
Data File : BP@O@4597.D

Acqg On : 16 Jan 2021 02:50
Operator : CG/JU

Sample : M1140-01 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP011221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

15.316 6.66 ng 893322  Acenaphthene-die 14.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 90
3 Tetradecane 198 C14H30 000629-59-4 87
4 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 86
5 Pentadecane 212 C15H32 000629-62-9 72

Abundance Scan 2062 (15.316 min): BP004597.D\data.ms (-2057) (-  m/z 57.05 100.00%

57.0
5000
— —
296.2 15.00 15.50
o‘mMmAﬁm‘w_‘“,“295‘9”_‘3‘9?‘2“4‘5{??51“7‘7‘_ m/z 71.10  71.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #83026: Hexadecane
57.0
5000 — —
15.00 15.50
m/z 43.10 63.65%
M P 226.0
O‘\\H‘!“\!‘1‘!"!\“\1““\‘1\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #48894: Decane, 2,3,5-trimethyl-
57.0
— —
15.00 15.50
5000 m/z 85.10 51.11%
141.0
o"J\«_w\m:‘HH_‘H,H‘ww_m‘w_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59880: Tetradecane T —
57.0 15.00 15.50
m/z 41.10 29.76%
B \AA/\AfWAW/&NmNA«V/kJ
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011521\
Data File : BP@O@4597.D

Acqg On : 16 Jan 2021 02:50
Operator : CG/JU

Sample : M1140-01 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP011221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Pentadecane, 2,6,10-trimethyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
15.722 2.72 ng 364596  Acenaphthene-d10 14.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 93
2 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 80
3 Heptacosane 380 C27H56 000593-49-7 72
4 Dodecane, 5,8-diethyl- 226 C16H34 024251-86-3 70
5 Hexadecane 226 C16H34 000544-76-3 70

Abundance Scan 2131 (15.722 min): BP004597.D\data.ms (-2125) (- m/z 57.10 100.00%
57.1

o M
— —
‘ ‘ ’ 169.1 15.50 16.00
bbb Ll 2392 3068 41884783 548 ./, 71 95  54.55%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #105904: Pentadecane, 2,6,10-trimethyl-
57.0
5000 —— S
15.50 16.00
m/z 43.10 40.98%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #129498: Nonadecane, 2-methyl-
57.0
— —
15.50 16.00
5000 m/z 85.10  30.98%
127.0
ou“m_Ju«'ﬁ"fke‘um"%3‘?{?‘H_HWm,uu_m_uw
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #202662: Heptacosane T T
57.0 15.50 16.00
m/z 41.10 20.22%
h M
0 ‘ﬂlelﬂfﬁq 197.0 267.0  380.0
B AR R ARRARASRRaEEE —— —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.50 16.00

8270E-BPO11221.M Mon Jan 18 14:45:49 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011521\
Data File : BP@O@4597.D

Acqg On : 16 Jan 2021 02:50
Operator : CG/JU

Sample : M1140-01 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP011221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.181 9.11 ng 1389750  Phenanthrene-d10 17.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 96
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexadecane 226 C1l6H34 000544-76-3 91
4 Pentadecane 212 C15H32 000629-62-9 90
5 Octadecane 254 C18H38 000593-45-3 87

Abundance Scan 2209 (16.181 min): BP004597.D\data.ms (-2204) (- m/z 57.10 100.00%
57.1

-

5000
— —
‘ | PF” 2403 16.00 16.50
Ok d L S0P 3039 3714 47938332 myz 71.18 73.11%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59880: Tetradecane
57.0
5000 T =
16.00 16.50
m/z 43.10 63.03%
J | ‘127.0 198.0
O‘\\\l\’\l\‘\\“\ﬂ\l\v‘\W\\l‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane
57.0
—— —
16.00 16.50
5000 ITI/Z 85.10 53.10%

| ‘ L Jllﬁ'o 197.0  296.0

-

0 e A e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #83023: Hexadecane T T
57.0 16.00 16.50
m/z 41.10 30.49%
B A\MJLJ/\/\
” 1127.0 226.0
o e e e e e e — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50

8270E-BPO11221.M Mon Jan 18 14:45:49 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011521\
Data File : BP@O@4597.D

Acqg On : 16 Jan 2021 02:50
Operator : CG/JU

Sample : M1140-01 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP011221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Heptadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.975 5.51 ng 841125 Phenanthrene-die 17.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane 240 C17H36 000629-78-7 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Hexadecane, 7,9-dimethyl- 254 C18H38 021164-95-4 89
5 Borane, diethyl(decyloxy)- 226 C14H31BO 1000152-34-3 87

Abundance Scan 2344 (16.975 min): BP004597.D\data.ms (-2340) (-  m/z 57.10 100.00%
57.1

-

5000
——
1 1271 o542 17.00
ol A HLLEE 19102542 340.9 410.4473.45361 ./, 71,16 73.35%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane
57.0
5000 T
17.00
m/z 43.10 61.39%
2 seme s
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94345: Heptadecane
57.0
—r—
17.00
5000 ITI/Z 85.10 53.37%

‘ || 111F7.\0 24\00

-

0 e A A e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #83025: Hexadecane 7
57.0 17.00
m/z 41.10 29.64%
B J“AAA/kaﬁAA\A\foNAA
oLl 2270 z2s0 .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.00

8270E-BPO11221.M Mon Jan 18 14:45:50 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011521\
Data File : BP@O@4597.D

Acqg On : 16 Jan 2021 02:50
Operator : CG/JU

Sample : M1140-01 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP011221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Hexadecane, 2,6,10,14-tetra... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
17.034 3.72 ng 567518 Phenanthrene-d10 17.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 74
2 2-Bromotetradecane 276 C14H29Br 074036-95-6 74
3 Eicosane, 10-methyl- 296 C21H44 054833-23-7 70
4 Hexadecane 226 C16H34 000544-76-3 64
5 Octadecane 254 C18H38 000593-45-3 59

Abundance Scan 2354 (17.034 min): BP004597.D\data.ms (-2349) (- m/z 57.10 100.00%
57.1

5000 184.0

B

‘| FF? 267.1 341.3 418.8479.1 549. 1700
b L by 2002 STd.S 4180401 2. m/z 71.10 85.40%
miz—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl-

57.0

o

%

5000
17.00
m/z 85.10 51.98%
127.0
O‘\\J\\’\j\‘\l\”‘\ﬂ\l\\l“\\:I_\?Z\(\)\\Z‘q?\(\)‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #124147: 2-Bromotetradecane
57.0
T T \
17.00
5000 ITI/Z 43.10 43.60%
| 1 EFIO 197.0
L O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141431: Eicosane, 10-methyl- 1 ‘
57.0 17.00
m/z 184.00 42.85%
5000
or 2202800 A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.00

8270E-BPO11221.M Mon Jan 18 14:45:51 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011521\
Data File : BP@O@4597.D

Acqg On : 16 Jan 2021 02:50
Operator : CG/JU

Sample : M1140-01 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP011221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 Nonadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.722 5.07 ng 773267  Phenanthrene-die 17.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexadecane 226 C1l6H34 000544-76-3 91
4 Nonadecane 268 C19H40 000629-92-5 91
5 Tetracosane 338 C24H50 000646-31-1 87

Abundance Scan 2471 (17.722 min): BP004597.D\data.ms (-2466) (- m/z 57.10 100.00%
57.1

=

5000
= —
bk L LLL 1972 2683 3581416.1474.9 549/, 71 10 76.44%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94346: Heptadecane
57.0
5000 I

—
17.50 18.00
m/z 43.05 62.28%

N H‘l 70 2400
O‘\\‘Tg‘1'1‘!‘\[1‘\‘\1‘“‘\‘\\‘\‘\\\}‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane
57.0
= =
17.50 18.00
5000 m/z 85.10 56.27%
127.0
o LTS s5m0_aone
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #83023: Hexadecane T —
57.0 17.50 18.00
m/z 41.10 28.92%
5000
20 2260
O R b b e S e == ==
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00

8270E-BP011221.M Mon Jan 18 14:45:52 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011521\
Data File : BP@O@4597.D

Acqg On : 16 Jan 2021 02:50
Operator : CG/JU

Sample : M1140-01 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP011221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.892 45.86 ng 6994770  Phenanthrene-die 17.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 97
2 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 90
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 90
4 Hexadecanoic acid, 2-methyl- 270 C17H3402 027147-71-3 86
5 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 81

Abundance Scan 2500 (17.892 min): BP004597.D\data.ms (-2494) (-  m/z 74.00 100.00%

74.0
5000
143.0 2272
M ‘ | 17:50 18.00
o_m,ﬂ‘H‘emu‘uw\mm‘m??ﬁﬂ‘313?‘9”‘7‘7‘5”1_5‘3‘3% m/z 86.95 77.53%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #119400: Hexadecanoic acid, methyl ester
74.0
5000
1750 1800
143.0 m/z 43.10 24.19%
’ ‘ 227.0
O]‘-Sgs’l\}\\\u\“\\Tl\\‘\\\‘\\L‘\“\L\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 0 100 150 200 250 300 350 400 450 500 550
Abundance #84485: Tridecanoic acid, methyl ester
74.0
1750 1800
5000 m/z 55.05  21.75%
143.0
o_‘“u,‘H‘J"M"\“w“2‘2‘9?‘m‘HH_ww_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #95860: Methyl tetradecanoate . 7
74.0 17.50 18.00
m/z 143.00 20.78%
5000
hl L My 1x4\‘3 ° 2:}1 0
o_‘H,mWH‘_m_m‘w‘w‘w_m_mww — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00

8270E-BPO11221.M Mon Jan 18 14:45:52 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011521\
Data File : BP@O@4597.D

Acqg On : 16 Jan 2021 02:50
Operator : CG/JU

Sample : M1140-01 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP011221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 n-Hexadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.110 4.36 ng 665049  Phenanthrene-die 17.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Octadecanoic acid 284 C18H3602 000057-11-4 81
4 Tridecanoic acid 214 C13H2602 000638-53-9 70
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance Scan 2537 (18.110 min): BP004597.D\data.ms (-2534) (-  m/z 73.00 100.00%

5000 129.0
213.2
== —
} } | “ ‘ | 18.00 18.50
ob AMMLLLL L) 2849 355.0411.9473.15343 0 43 10 79.45%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 R T
18.00 18.50
2130 m/z 57.10 74.34%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #84453: Tetradecanoic acid
73.0
—— —
18.00 18.50
5000 ITI/Z 60.00 73.01%
129.0
228.0
0 ‘”HW"W*,,
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #131261: Octadecanoic acid = T
73.0 18.00 18.50
m/z 55.10 59.28%
5000 129.0
‘ 185.0241.0
oH“"M\‘“A‘m“uLMMm‘,m\wmwuwuH,m‘_m_ == —_
m/z--> 50 100 150 200 250 300 350 400 450 500 18.00 18.50

8270E-BPO11221.M Mon Jan 18 14:45:53 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011521\
Data File : BP@O@4597.D

Acqg On : 16 Jan 2021 02:50
Operator : CG/JU

Sample : M1140-01 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP011221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 2-Bromo dodecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

18.392 4.07 ng 620721  Phenanthrene-die 17.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
2 Tridecane, 6-propyl- 226 Cl6H34 055045-10-8 93
3 Eicosane 282 C20H42 000112-95-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Nonadecane 268 C19H40 000629-92-5 91

Abundance Scan 2585 (18.392 min): BP004597.D\data.ms (-2581) (- m/z 57.10 100.00%
57.1

5000

?

‘ PF 1971 18.00 18.50
AL 1971 282.1343.1 4173 48645447/, 79 19 78.48%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #100330: 2-Bromo dodecane
57.0

o

5000 — —
18.00 18.50
m/z 43.10 61.98%
169.0
O‘\\d\“\lW‘\i\I‘W\TJ\W[\T\\‘\\2\4\.‘8\.9\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #83030: Tridecane, 6-propyl-
43.0
= T
18.00 18.50
5000 ITI/Z 85.10 59.06%
126.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #129490: Eicosane — —
57.0 18.00 18.50
m/z 41.10 27.69%
5000
ULLE S 2070 2820
0 | J\Im | .

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

8270E-BPO11221.M Mon Jan 18 14:45:54 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011521\
Data File : BP@O@4597.D

Acqg On : 16 Jan 2021 02:50
Operator : CG/JU

Sample : M1140-01 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP011221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 9,12-Octadecadienoic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

18.998 100.79 ng 15373800 Phenanthrene-di10 17.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
2 Methyl 9-cis,11-trans-octadecadi... 294 C19H3402 1000336-44-0 99
3 10,13-0Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
4 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
5 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99

Abundance Scan 2688 (18.998 min): BP004597.D\data.ms (-2682) (-  m/z 67.05 100.00%

| L

’ ’ 19.00
ot 323.0 390.3449.3507.4 n/z 81.65 97.02%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
67.0

5000
19 00

m/z 95.10 72.85%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #139701: Methyl 9-cis,11-trans-octadecadienoate
67.0

5000

19 00
5000 m/z 55.10 56.00%
294.0
o MULLEETE 200
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #139716: 10,13-Octadecadienoic acid, methyl ester
67. 19 00

m/z 82.05 48.26%

5000
294.0
ol HJnZJ“ ) ﬁ 2200 | ‘\

m/z--> 50 100 150 200 250 300 350 400 450 500 550 19 OO
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011521\
Data File : BP@O@4597.D

Acqg On : 16 Jan 2021 02:50
Operator : CG/JU

Sample : M1140-01 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP011221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 16 16-Octadecenoic acid, methy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.028 104.46 ng 15933400 Phenanthrene-d10 17.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 96
2 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 94
3 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 94
4 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 94
5 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 93

Abundance Scan 2693 (19.028 min): BP004597.D\data.ms (-2690) (-  m/z 55.10 100.00%

55.1
5000 264.1
3.1180.2 =5 ‘
LA \HHMI | ‘ 347.3409.1 4845 549, 1909
ob L RRL b Ly Ly 347.3409.1 484.5 549, m/z 74.85 84.28%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141288: 16-Octadecenoic acid, methyl ester
55.0
5000 - :
19.00
264.0 m/z 69.10 82.18%
kg,
O \J\lL“\\H\\‘\“\"'\I‘\H'\‘\¥\‘\}W\‘\1!\1\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141286: 13-Octadecenoic acid, methyl ester
55.0
=71 T
19.00
5000 m/z 83.10 77 .11%
264.0
m/z--> 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #141283: 15-Octadecenoic acid, methyl ester = ‘
55.0 19.00
m/z 97.10 74.41%
5000
264.0
0 J“ ”\u"hm'w-\ St
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011521\
Data File : BP@O@4597.D

Acqg On : 16 Jan 2021 02:50
Operator : CG/JU

Sample : M1140-01 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP011221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 17 Methyl stearate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.151 17.76 ng 2709470  Phenanthrene-die 17.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 93
3 Heptadecanoic acid, 15-methyl-, ... 298 C19H3802 054833-55-5 93
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 83
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 83

Abundance Scan 2714 (19.151 min): BP004597.D\data.ms (-2710) (-  m/z 74.00 100.00%

74.0
5000
143.0

i ——
” “ ‘ 25?2 19.00 19.50
o_m,!‘ bt L by 1 8550 4542 5263 40 87,00 78.19%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #143126: Methyl stearate
74.0
5000 ! [N
19. 00 19 50
143.0 43.10 28.00%
‘ 298.0
O‘\\\\’\h\\‘\l“\h\\\‘\\\?E‘\%R‘L‘\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #143189. Heptadecanoic acid, 16-methyl-, methyl ester
74.0
19 00 19 50

o

143.0 298.0
Uy, 222,
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance i i

#143186: Heptadecanoic acid, 15-methyl-, methyl ester
74.0 19 00 19 50

m/z 143.00 21.79%

5000 298.0
143.0
0 LSM) “ L J“ bl Fm i \ I \

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19 00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011521\
Data File : BP@O@4597.D

Acqg On : 16 Jan 2021 02:50
Operator : CG/JU

Sample : M1140-01 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP011221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 18 6,9-Octadecadienoic acid, m... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

19.510 2.58 ng 498920 Chrysene-d12 21.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6,9-Octadecadienoic acid, methyl... 294 C19H3402 056599-55-4 94
2 Methyl 9-cis,11-trans-octadecadi... 294 C19H3402 1000336-44-0 94
3 9,11-Octadecadienoic acid, methy... 294 C19H3402 013038-47-6 93
4 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 91
5 n-Propyl 9,12-octadecadienoate 322 C21H3802 1000336-77-8 90

Abundance Scan 2775 (19.510 min): BP004597.D\data.ms (-2771) (- m/z 67.00 100.00%

67.0 ' '
5000
294.1 ——
111 Tt
ok AL URALLLL L 'M‘w"W“‘3"‘79“3_““4“%?97‘3“_ m/z 81.05 75.86%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #139700: 6,9-Octadecadienoic acid, methyl ester
67.0
5000 =
294.0 19.50
m/z 95.10 60.76%
| I, 200
0 ‘ lll‘h‘l\" ‘Ii\\‘\h\\\‘\\\\‘\\\\‘\H\‘\\\\‘\H\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #139701: Methyl 9-cis,11-trans-octadecadienoate
67.0
T \
19.50
5000 ITI/Z 79.00 40.79%
294.0
o LS 220,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #139735: 9,11-Octadecadienoic acid, methyl ester, (E,E)- = :
67.0 19.50
m/z 82.05 36.81%
5000
294.0
J“ Lo 2200
0 N X NN Wl U S e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011521\
Data File : BP@O@4597.D

Acqg On : 16 Jan 2021 02:50
Operator : CG/JU

Sample : M1140-01 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP011221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 19 Hexadecanoic acid, 15-methy... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
20.222 2.41 ng 464872 Chrysene-d12 21.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 98
2 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 97
3 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 93
4 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 93
5 Methyl stearate 298 C19H3802 000112-61-8 93

Abundance Scan 2896 (20.222 min): BP004597.D\data.ms (-2892) (-  m/z 74.00 100.00%

74.0
5000 216.1
143.1
283 1 —— ———
\ ‘ 20.00 20.50
o_m_w‘l Dol bt b e M_M 3850 48225406 1/, 87.00 81.31%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #131319:Hexadecanmcacm,154nemyb,meﬂwleaer
74.0
5000 - S
20.00 20.50
143.0 284.0 m/z 216.10 44.37%
O‘\\ll\J‘HI\J\\JIWJ##\J\\\‘\\\\‘f\\qf‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #154941: Nonadecanoic acid, methyl ester
74.0
= —
20.00 20.50
5000 m/z 43.106  32.95%
143.0
312.0
oisoliliy 0 ST
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #131301: Heptadecanoic acid, methyl ester e ——
74.0 20.00 20.50
m/z 215.10 26.64%
5000
143.0 284.0
ol g, | L JUUIIL
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011521\
Data File : BP@O@4597.D

Acqg On : 16 Jan 2021 02:50
Operator : CG/JU

Sample : M1140-01 2X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP011221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 20 Trifluomeprazine Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.604 6.30 ng 1030250 Perylene-di2 23.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trifluomeprazine 366 C19H21F3N2S 002622-37-9 64
2 1-Butanamine, N-ethyl- 101 C6H15N 013360-63-9 64
3 N,N-Dimethyloctylamine 157 C1eH23N 007378-99-6 64
4 1-Nonanamine, N,N-dimethyl- 171 C11H25N 017373-27-2 64
5 1-Dodecanamine, N,N-dimethyl- 213 C14H31N 000112-18-5 59

Abundance Scan 3301 (22.604 min): BP004597.D\data.ms (-3297) (- m/z 58.10 100.00%
58.1

;:::::::::=

5000
2250 2300
157.1 : :
267.1 366.3
O b e 48114982 sz 72,10 8.76%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194115: Trifluomeprazine
58.0
5000 N

_— :
22.50 23.00

m/z 157.10  8.08%

248.0 366.0

O‘HH”’\\\‘\iuu‘uu‘HH“\‘H\‘\H\‘\‘H\‘\H\‘HH‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4152: 1-Butanamine, N-ethyl-
58.0
L — I —
22.50 23.00
o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29184: N,N-Dimethyloctylamine — ——
58.0 22.50 23.00
m/z 59.10 5.53%
5000
157.0
O e e e e e e e —— ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011521\
Data File : BPO@4597.D

Acqg On : 16 Jan 2021 02:50
Operator : CG/JU

Sample : M1140-01 2X

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP011221.M
Quant Title : 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|
Naphthalene, 1,... 11.793 2.8 ng 303628 2 10.599 2195910 20.0
Tridecane 12.028 5.0 ng 546553 2 10.599 2195910 20.0
Naphthalene, 1-... 12.263 2.4 ng 266020 2 10.599 2195910 20.0
Tetradecane 13.281 5.5 ng 730552 3 14.457 2680710 20.0
Pentadecane 14.357 6.7 ng 899746 3 14.457 2680710 20.0
Hexadecane 15.316 6.7 ng 893322 3 14.457 2680710 20.0
Pentadecane, 2,... 15.722 2.7 ng 364596 3 14.457 2680710 20.0
Heneicosane 16.181 9.1 ng 1389750 4 17.216 3050660 20.0
Heptadecane 16.975 5.5 ng 841125 4 17.216 3050660 20.0
Hexadecane, 2,6... 17.034 3.7 ng 567518 4 17.216 3050660 20.0
Nonadecane 17.722 5.1 ng 773267 4 17.216 3050660 20.0
Hexadecanoic ac... 17.892 45.9 ng 6994770 4 17.216 3050660 20.0
n-Hexadecanoic ... 18.110 4.4 ng 665049 4 17.216 3050660 20.0
2-Bromo dodecane 18.392 4.1 ng 620721 4 17.216 3050660 20.0
9,12-Octadecadi... 18.998 100.8 ng 15373800 4 17.216 3050660 20.0
16-Octadecenoic... 19.028 104.5 ng 15933400 4 17.216 3050660 20.0
Methyl stearate 19.151 17.8 ng 2709470 4 17.216 3050660 20.0
6,9-Octadecadie... 19.510 2.6 ng 498920 5 21.310 3862590 20.0
Hexadecanoic ac... 20.222 2.4 ng 464872 5 21.310 3862590 20.0
Trifluomeprazine 22.604 6.3 ng 1030250 6 23.663 3268530 20.0
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