LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG040319\

Data File : BG040332.D

Acg On : 3 Apr 2019 19:05 Instrument :
Operator : JU/SJ BNA_G

Sample - K2176-03 ClientSampleld :
Misc : QNWP8-MW24D-GW
ALS Vial : 8 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_G\METHODS\8270-BG032719_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

3.188 14 17 29 rvB 47577 91364 2.64% 0.404%
5.139 343 349 355 rBV 35572 58261 1.68% 0.257%
rBv 467548 789960 22.84% 3.491%
7.201 692 700 716 rBV 289172 533662 15.43% 2.358%
7.577 756 764 779 rBV 856825 1518112 43.89%% 6.709%
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8.047 837 844 857 rVB 205245 354854 10.26% 1.568%
8.371 891 899 910 rVB 796574 1372399 39.67% 6.065%
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rvB2 20743 39478 1.14% 0.174%

9.223 1035 1044 1052 rBvV 620763 1142777 33.04% 5.050%

1 10.045 1176 1184 1191 rBV3 16656 39022 1.13% 0.172%
11 10.862 1314 1323 1333 rVB 274358 490977 14.19%% 2.170%
12 11.038 1349 1353 1360 rVB3 21540 39738 1.15% 0.176%
13 11.226 1378 1385 1394 rBV2 41501 89471 2.59% 0.395%
14 11.467 1419 1426 1434 rBV2 69530 143600 4._.15% 0.635%
15 11.561 1437 1442 1453 rVB4 20611 46330 1.34% 0.205%

16 12.248 1553 1559 1568 rBV2 57394 108481 3.14% 0.479%
17 13.300 1731 1738 1746 rVV 1698066 2592877 T74.96% 11.458%
18 14.681 1966 1973 1981 rBV2 420245 660305 19.09% 2.918%
19 14.822 1990 1997 2002 rBV2 18413 37855 1.09% 0.167%
20 15.615 2126 2132 2140 rBV3 85380 206313 5.96% 0.912%

21 16.167 2219 2226 2238 rBV 1334028 2062158 59.61% 9.113%
22 16.397 2258 2265 2273 rBV3 116763 241532 6.98% 1.067%

23 16.714 2315 2319 2328 rVB3 45000 71347 2.06% 0.315%
24 17.372 2427 2431 2435 rBV 58572 77035 2.23% 0.340%
25 17.425 2435 2440 2448 rVB 570142 830055 24.00% 3.668%
26 17.818 2502 2507 2512 rBV2 28458 42572 1.23% 0.188%
27 18.083 2547 2552 2559 rBv4 42736 74811 2.16% 0.331%
28 18.283 2581 2586 2597 rBV2 177867 317911 9.19% 1.405%
29 18.670 2647 2652 2657 rBV2 53094 73656 2.13% 0.325%
30 19.064 2715 2719 2724 rVB6 31424 39220 1.13% 0.173%

31 19.475 2784 2789 2794 rVB 95077 139384 4._.03% 0.616%
32 19.552 2797 2802 2810 rBv4 193999 360195 10.41% 1.592%
33 19.834 2847 2850 2856 rVB 90005 134835 3.90% 0.596%
34 20.028 2877 2883 2889 rVB 2570335 3459212 100.00% 15.286%

8270-BG032719.M Thu Apr 04 18:14:54 2019 Page: 1



LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\

Data File : BG040332.D

Acq On : 3 Apr 2019 19:05

Operator : JU/SJ

3?22'6 i K2176-03 QNWP8-MW24D-GW
ALS Vial : 8 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_G\METHODS\8270-BG032719.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 20.791 3010 3013 3018 rVB2 33635 37378 1.08% 0.165%

36 21.297 3095 3099 3110 rVB2 61515 120295 3.48% 0.532%
37 21.696 3161 3167 3179 rVB 591852 979619 28.32% 4_.329%
38 21.843 3188 3192 3198 rVB 84609 118937 3.44% 0.526%
39 22.454 3290 3296 3303 rVB 133955 213378 6.17% 0.943%
40 23.147 3407 3414 3420 rVB2 179341 342972 9.91% 1.516%

41 23.958 3543 3552 3559 rBVY 206269 438357 12.67% 1.937%
42 24.910 3706 3714 3719 rBV2 192915 481536 13.92% 2.128%
43 24.975 3719 3725 3741 rVB4 328257 951736 27.51% 4._.206%
44 26.050 3898 3908 3918 rBV4 127562 406183 11.74% 1.795%
45 27.419 4131 4141 4154 rVB4 72101 259383 7.50% 1.146%

Sum of corrected areas: 22629533
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG040319\

Data File : BG040332.D

Acq On : 3 Apr 2019 19:05

Operator : JU/SJ

ﬁ?ggle i K2176-03 QNWP8-MW24D-GW
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG040332.D
2500000

2000000
1500000

1000000
7.58 8.37

500000 5.60

7.20 8.05 10.86

&.ﬂlﬁ 5.14 I 8.73 10.05 Jhlm Hfse 1225

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG040332.D

2500000

20,03

2000000
13.30

1500000 16.17

1000000
17.42 21.70

500000 14.68

19.55
19.4819.8%

8 22.45
2130 p184 22
ag2 1502 18.6719.06 20.79 il

(O o e L B i i B e e e T I L B o o e B e o o LA A e

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG040332.D

2500000

2000000
1500000
1000000

500000 24.97
23.15 23.96 242&1 26.05

f 23.\42

O T T T T T T T T T T e T e T o T T e T P e e e e e e

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG040319\

Data File : BG040332.D

Acq On : 3 Apr 2019 19:05

Operator : JU/SJ

ﬁ?ggle i K2176-03 QNWP8-MW24D-GW
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 13

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

3.19 5.15 ng 91364 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 56
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 9
3 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 9
4 1,3-Dioxolane, 2-butyl- 130 C7H1402 004360-76-3 9
5 1-Propanol, 3-mercapto- 92 C3H80S 019721-22-3 7

Abundance Scan 17 (3.188 min): BG040332.D (-14) (-) m/z 73.00 100.00%
7B
5000 43 !$
3.20 3.30 3.40 3.50 3.60
o...l.',‘|-‘..|.|.,1?°...,....,....,....,....,35.7 m/z 43.00 48.05%
m/z--> 50 100 150 200 250 300 350
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 HUA IR IR IR U U
43 3.20 3.30 3.40 3.50 3.60
m/z 55.00 23.34%
e —
m/z--> 50 100 150 200 250 300 350
Abundance
73
a1 3.20 3.30 3.40 3.50 3.60
5000 m/z 87.00 22 .35%
15 97
R L WL L L L UL
m/z--> 50 100 150 200 250 300 350
Abundance #8379: 3-Pentanol, 2,4-dimethyl-
73 3.20 3.30 3.40 3.50 3.60
m/z 71.10 13.09%
5000 55
27
0.“.“.{“,'..J..9?....,........,....,....,.
m/z--> 50 100 150 200 250 300 350 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG040319\

Data File : BG040332.D

Acq On : 3 Apr 2019 19:05

Operator : JU/SJ

ﬁ?ggle i K2176-03 QNWP8-MW24D-GW
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 17

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

5.14 3.28 ng 58261 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 23
3 Propane, 1l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9
4 Butane 58 C4H10 000106-97-8 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 349 (5.139 min): BG040332.D (-343) (-) m/z 43.00 100.00%
43
59
5000
ot 480 500 520 540
o...,....,....,..?7.','::..,“??.--.,....Tl....,??..,....,|....,. m/z 59.00 55.12%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 BN LARAE LARAN ARAE R
59 480 500 520 540
m/z 101.00 18.49%
15 31 101
o \ 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
a 480 500 520 540
5000 m/z 58.00 18.37%
86
51 69 101
e S S S SIS S I IULILS SULILLS SIS LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4488: Propane, 1-ethoxy-2-methyl-
31 59 480 5.00 5.20 5.40
m/z 41.10 7.97%
5000
41
0 25, “‘\‘47 53 73 g7 102
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
Data File : BG040332.D

Acq On : 3 Apr 2019 19:05

Operator : JU/SJ

Sample : K2176-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.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 3 unknown7.58 Concentration Rank 1

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

7.58 85.56 ng 1518110 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 (5-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 764 (7.577 min): BG040332.D (-756) (-) m/z 132.00 100.00%
5000 68 J\»
© st 9|6 6 115 J 720 7.40 7.60 7.80 800
ol gL 87 | MPus L m/z 68.00 43.38%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A UL UL LR
7.20 7.40 7.60 7.80 8.00
2 51 78 m/z 134.00 33.49%
0 ‘ b1 H 1 . !
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
720 7.40 7.60 7.80 8.00
5000 67 m/z 66.00 28.11%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R B
57 132 720 7.40 7.60 7.80 8.00
24 m/z 69.00 16.63%
5000 og 0
o ,\MI 89 | dor ‘-“. 18189
m/z--> 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG040319\

Data File : BG040332.D

Acq On : 3 Apr 2019 19:05

Operator : JU/SJ

ﬁ?ggle i K2176-03 QNWP8-MW24D-GW
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 Benzenemethanol, _alpha.-me... Concentration Rank 20

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

8.73 2.23 ng 39478 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenemethanol, .alpha.-methyl-__. 122 C8H100 001445-91-6 94
2 Benzenemethanol, .alpha.-methyl- 122 C8H100 000098-85-1 94
3 Benzenemethanol, .alpha.-methyl-.__. 122 C8H100 001517-69-7 91
4 Benzenemethanol, .alpha.-2-prope... 148 C10H120 000936-58-3 72
5 S-(-)-1-Phenylpropanol 136 C9H120 000613-87-6 64

Abundance Scan 960 (8.729 min): BG040332.D (-954) (-) m/z 79.00 100.00%
¢ 107
5000
51 122
39 63 o1 | 8.40 8.60 8.80 9.00
ol Al m/z 107.00 94.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9995: Benzenemethanol, .alpha.-methyl-, (S)-
79 107
5000
43 122 8.40 8.60 8.80 9.00
m/z 77.00 75.95%
i \‘ 6 | o
O T T T T T T T T
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance
79 107
8.40 8.60 8.80 9.00
5000 m/z 51.00 31.76%
122
51
15 27 39 63 91
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9994: Benzenemethanol, .alpha.-methyl-, (R)-
79 107 8.40 8.60 8.80 9.00
m/z 122.00 30.88%
5000 43
122
m/z--> 20 40 60 8 100 120 140 160 180 200 220 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG040319\

Data File : BG040332.D

Acq On : 3 Apr 2019 19:05

Operator : JU/SJ

ﬁ?ggle i K2176-03 QNWP8-MW24D-GW
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 1H-Indenol Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.23 3.64 ng 89471 Naphthalene-d8 10.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indenol 132 C9H80 056631-57-3 91
2 Benzofuran, 7-methyl- 132 C9H80 017059-52-8 74
3 2-Propenal, 3-phenyl- 132 C9H80 000104-55-2 70
4 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 64
5 Benzenemethanol, .alpha.-ethynyl- 132 C9H80 004187-87-5 53
Abundance Scan 1386 (11.232 min): BG040332.D (-1378) (-) m/z 132.00 100.00%
132
5000 103
51 & 115
39 62 9 | 89 | 11.00 11.20 11.40 11.60
o R N PO RO [ | N | R m/z 131.00 91.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14521: 1H-Indenol
132
5000
51 77 103 11.00 11.20 11.40 11.60
66 115 m/z 103.00 40.88%
O'P'”P'”I””?{'W'”'P”'P'“"f?'”l“'W'”W'“'I”'P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
11.00 11.20 11.40 11.60
5000 m/z 77.00 25.77%
51 77
A 63 103
o 89 117
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14533: 2-Propenal, 3-phenyl-
131 11.00 11.20 11.40 11.60
m/z 50.95 21.99%
103
5000
51 77
0 8 21 39 L @ e | 1s \
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG040319\

Data File : BG040332.D

Acq On : 3 Apr 2019 19:05

Operator : JU/SJ

ﬁ?ggle i K2176-03 QNWP8-MW24D-GW
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
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 1H-Inden-1-ol, 2,3-dihydro- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.47 5.85 ng 143600 Naphthalene-d8 10.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Inden-1-o0l, 2,3-dihydro- 134 C9H100 006351-10-6 94
2 1H-Inden-5-0l, 2,3-dihydro- 134 C9H100 001470-94-6 83
3 Pyrazine, 2-methyl-3-(2-propenyl)- 134 C8H10N2 055138-62-0 47
4 Pyrazine, 2-methyl-5-(1-propenyl... 134 C8H10N2 018217-82-8 47
5 Pyrazine, 2-methyl-6-(1-propenyl... 134 C8H10N2 018217-81-7 47
Abundance Scan 1427 (11.473 min): BG040332.D (-1419) (-) m/z 133.00 100.00%
133
5000
115
51 77 o1 105 R R SRR SR B
39 g 65 11.20 11.40 11.60 11.80
0 m/z 134.00 55.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15322: 1H-Inden-1-ol, 2,3-dihydro-
133
5000
11.20 11.40 11.60 11.80
7 o1 115 m/z 115.10  27.25%
51 63 ‘ 105 ‘
0'w'“'w'”|“'w%%'ﬁ”“lm“w'”ww'Ww'“lmtw'“'w'“lJ“l“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
133
11.20 11.40 11.60 11.80
5000 m/z 105.00 21.25%
105
18 27 3 Slgges a1 117
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15222: Pyrazine, 2-methyl-3-(2-propenyl)-
133 11.20 11.40 11.60 11.80
m/z 90.95 18.31%
5000
67 108
27 3ﬁ 52 78 92 119
0'W'“W'J“P'”lL'Ww”§ﬂ“'P'JW”'WP”'P'“I”'M'”'““”I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG040319\

Data File : BG040332.D

Acq On : 3 Apr 2019 19:05

Operator : JU/SJ

ﬁ?ggle i K2176-03 QNWP8-MW24D-GW
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 1H-Inden-1-one, 2,3-dihydro- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.25 4.42 ng 108481 Naphthalene-d8 10.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Inden-1-one, 2,3-dihydro- 132 C9H80 000083-33-0 97
2 2H-Inden-2-one, 1,3-dihydro- 132 C9H80 000615-13-4 74
3 1,3,5,7-Cyclooctatetraene 104 C8HS8 000629-20-9 60
4 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 58
5 Bicyclo[4.2.0]Jocta-1,3,5-triene 104 C8HS8 000694-87-1 55

Abundance Scan 1559 (12.248 min): BG040332.D (-1553) (-) m/z 104.00 100.00%

104 132
5000
51 78

12. 00 12. 20 12. 40 12 60

150 309

01 m/z 132.00 81.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #14545: 1H-Inden-1-one, 2,3-dihydro-
104
132
5000 78 |||||||||||||||||||
51 12. OO 12. 20 12. 40 12 60

m/z 103.00 57.12%

27
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
104

12.00 12.20 12.40 12.60

5000 m/z 78.00 36.18%
78 132
51
27
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #4880: 1,3,5,7-Cyclooctatetraene
104 12.00 12.20 12.40 12.60
m/z 51.00 33.53%
5000 &
51
|
S S S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG040319\

Data File : BG040332.D

Acq On : 3 Apr 2019 19:05

Operator : JU/SJ

ﬁ?ggle i K2176-03 QNWP8-MW24D-GW
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 1-Naphthalenemethanol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

1562 6.25ng 206313  Acenaphthene-d10 14.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

-Naphthalenemethanol 158 C11H100 004780-79-4 98
-Naphthalenemethanol 158 C11H100 001592-38-7 83
,4-Methanonaphthalen-9-ol, 1,4-_.. 158 C11H100 004796-33-2 83
exa-2,4-dienylbenzene 158 C12H14 079482-86-3 43
enzene, 1,3-hexadienyl- 158 C12H14 041635-77-2 43

abrwNPE
WITF, NP

Abundance Scan 2133 (15.621 min): BG040332.D (-2126) (-) m/z 133.85 100.00%
34

5000 121 158

%

150 | 170 15.40 15.60 15.80 16.00
0! m/z 129.00 72.67%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #29680: 1-Naphthalenemethanol
129
5000 LA L L L L L L B LB
158 15.40 15.60 15.80 16.00
m/z 120.95 43 .31%
51 63 77 02 0 M4
20 39 - o & Ll
O T PP P e T T e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance
129
15.40 15.60 15.80 16.00
5000 158 m/z 158.00 39.97%
115 141
29 39 51 63 77 g7 102
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #29696: 1,4-Methanonaphthalen-9-ol, 1,4-dihydro-
129 15.40 15.60 15.80 16.00
m/z 122.00 34.26%
5000
51 158
NI N . e Bl | Nl N
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG040319\

Data File : BG040332.D

Acq On : 3 Apr 2019 19:05

Operator : JU/SJ

ﬁ?ggle i K2176-03 QNWP8-MW24D-GW
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 1-Acenaphthenol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

16.40 5.82ng 241532  Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

-Acenaphthenol 170 C12H100 006306-07-6 95
-Hydroxybiphenyl 170 C12H100 000090-43-7 45
1,1"-Biphenyl]-3-amine 169 C12H11N 002243-47-2 38
-Fluorovanillin 170 C8H7F03 079418-77-2 35
enzaldehyde, 2-fluoro-5-hydroxy... 170 C8H7FO03 079418-76-1 35

abrwNPE
UJ®|—|OI—‘

Abundance Scan 2266 (16.402 min): BG040332.D (-2258) (-) m/z 169.00 100.00%
1

5000

16.00 16.20 16.40 16.60 16.80

o m/z 170.00 84 .20%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #38288: 1-Acenaphthenol
170
5000 | NI LI L L L LB L LB
141 45q 16.00 16.20 16.40 16.60 16.80
76 115 m/z 139.00 45 .33%
63 85
98 ‘ 127 ‘ ‘
oquupuqmmﬁhﬂumpm.“”P“qnnpuquuwuqhmpui“”P”w””
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance
169
141 16.00 16.20 16.40 16.60 16.80
5000 m/z 152.00 41 .78%
115
. 44 57 70 59 89 102 127 155
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #37569: [1,1'-Biphenyl]-3-amine
169 16.00 16.20 16.40 16.60 16.80
m/z 141.00 38.71%
5000
83 115 141
102 | 128 152
Obprrrrprrrrrrrrprrrr et et b e e e e
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 16.00 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG040319\

Data File : BG040332.D

Acq On : 3 Apr 2019 19:05

Operator : JU/SJ

ﬁ?ggle i K2176-03 QNWP8-MW24D-GW
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 n-Hexadecanoic acid Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
18.28 7.66 ng 317911 Phenanthrene-d10 17.42

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tridecanoic acid 214 C13H2602 000638-53-9 87
3 Undecanoic acid 186 C11H2202 000112-37-8 74
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Pentadecanoic acid 242 C15H3002 001002-84-2 72
Abundance Scan 2586 (18.283 min): BG040332.D (-2581) (-) m/z 73.00 100.00%

43 73
.
5000
129
97 213 B R
U0 | 148157 185,9q | o, 26 18.00 18.20 18.40 18.60
o} m/z 60.00 97 .43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid
43 73

%

5000 29 256
18.00 18.20 18.40 18.60

m/z 43.00 95.09%
L 16917
Ol -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
L
43 57 18.00 18.20 18.40 18.60
5000 m/z 57.10 76.77%
129
29 o8 115 171 214
185
oL 14 152 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #50051: Undecanoic acid B LR E R R am e Ee S
60 18.00 18.20 18.40 18.60
m/z 55.00 66.34%
5000 43
29 12914,
101115 186
0 .%f‘,.‘.‘..‘,‘.‘..‘.‘ I W AL u \.?.57....
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18. 00 18 20 18. 40 18. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG040319\

Data File : BG040332.D

Acq On : 3 Apr 2019 19:05

Operator : JU/SJ

ﬁ?ggle i K2176-03 QNWP8-MW24D-GW
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.55 8.68 ng 360195 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 95
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 91
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 87
Abundance Scan 2802 (19.552 min): BG040332.D (-2797) (-) m/z 43.00 100.00%
43 57 73
5000 129
143157171 19.20 19.40 19.60 19.80
0 m/z 73.00 89.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 73
5000 129 UV U
19.20 19.40 19.60 19.80
m/z 57.00 83.14%
143157171
0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
4357 UV NN UG
19.20 19.40 19.60 19.80
5000 129 m/z 60.00 80.77%
29 87 185
115 143 __171 228
oL15 101 157 199,55
wﬁmmmwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid T
43 19.20 19.40 19.60 19.80
5 m/z 55.00 65.16%
5000 29
213
m/z--> 26 Jo eb 80 100 120 140 160 180 200 220 240 260 280 1950 1920 1deo 19%0 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG040319\

Data File : BG040332.D

Acq On : 3 Apr 2019 19:05

Operator : JU/SJ

ﬁ?ggle i K2176-03 QNWP8-MW24D-GW
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 Octacosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
21.30 2.46 ng 120295 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 Tetracosane 338 C24H50 000646-31-1 87
3 Tetratetracontane 619 C44H90 007098-22-8 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Heptacosane 380 C27H56 000593-49-7 87
Abundance Scan 3100 (21.303 min): BG040332.D (-3095) (-) m/z 57.05 100.00%
57
5000
ﬂ? 140 2100 21.20 21.40 21.60
208 255 : : : :
Ob M b O 22 S | M7z 43.00  69.48%
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane
57
5000 LRI UL BN B B
mmmmmmmm
m/z 71.05 53.62%
ok ‘h\“u‘ 141 183 225 281 337 394
m/z--> o 55 100 1éo 200 250 300 350 460 4éo 560 séo 660
Abundance
57
| 21.00 21.20 21.40 21.60
5000 m/z 85.00 41.60%
99
o 141 183 595 338
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane R E e EAmER
57 21.00 21.20 21.40 21.60
m/z 69.00 31.94%
5000

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

L A S I SR e L SN

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 21. 00 21 20 21. 40 21 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG040319\

Data File : BG040332.D

Acq On : 3 Apr 2019 19:05

Operator : JU/SJ

ﬁ?ggle i K2176-03 QNWP8-MW24D-GW
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 Tetracosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

21.84 2.43 ng 118937 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 87
2 Tridecane, l1l-i1odo- 310 C13H271 035599-77-0 83
3 Eicosane, 10-methyl- 296 C21H44 054833-23-7 80
4 Heptadecane 240 C17H36 000629-78-7 80
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 80

Abundance Scan 3191 (21.837 min): BG040332.D (-3188) (-) m/z 57.05 100.00%

57
5000 85

21.60 21.80 22.00 22.20

3 | 113 141 169 193210 248269 297 327 355

ol 3 b Ll Ty e TR0 193210 248269 207 327 356 | hz7 71.05  58.87%
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57
5000 85 LIS B L B L LB L B B
21 60 21. 80 22. 00 22. 20
29 m/z 43.00 55.46%
o L 14 160 197 225 253 oo 00 38
m/z--> 50 100 150 200 250 300 350
Abundance
57
R
21.60 21.80 22.00 22.20
5000 85 m/z 85.10 45 _.95%
28
183
o 113137 155 310
m/z--> 50 100 150 200 250 300 350
Abundance #141431: Eicosane, 10-methyl- e L et
57 21.60 21.80 22.00 22.20
m/z 41.00 21.49%
o 1 WWNMM
113 154
ol A\ TUas Ty 83 211 239 281
m/z--> 50 100 150 200 250 300 350 21 60 21. 80 22. 00 22. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG040319\

Data File : BG040332.D

Acq On : 3 Apr 2019 19:05

Operator : JU/SJ

ﬁ?ggle i K2176-03 QNWP8-MW24D-GW
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 Heneicosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

22.45 4_.36 ng 213378 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Hexadecane 226 C16H34 000544-76-3 87
3 Heptacosane 380 C27H56 000593-49-7 87
4 Pentadecane 212 C15H32 000629-62-9 87
5 Tetracosane 338 C24H50 000646-31-1 87

Abundance Scan 3295 (22.448 min): BG040332.D (-3290) (-) m/z 57.05 100.00%

57
5000 85

l 113 155 22.20 22.40 22.60 22.80
183 207

ol .l, A 3 188207 245 280 825 356 hzz 7105 61.82%

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

Abundance #141424: Heneicosane

5

5000 85 LB RmEeECE St
22 20 22. 40 22 60 22. 80

m/z 43.05 55.40%

0 2\9 | h bl u‘ 1?‘-3 A 1?1 L 169 197 225 253 2%6
—— T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance
57
AL s S
22.20 22.40 22.60 22.80
5000 g5 m/z 85.05 40.91%
29
o 113 141 169 197 226
T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane R AR aaE e
57 22.20 22.40 22.60 22.80
m/z 55.00 22 .09%
5000
85
29
o || (113 141 169 197 225 253 281 323 351 380
= ....,. T T T T T T A Ama R
m/z--> 50 100 150 200 250 300 350 22 20 22. 40 22 60 22. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG040319\

Data File : BG040332.D

Acq On : 3 Apr 2019 19:05

Operator : JU/SJ

ﬁ?ggle i K2176-03 QNWP8-MW24D-GW
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 16 Pentadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
23.15 7.00 ng 342972 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Pentadecane 212 C15H32 000629-62-9 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Hexadecane 226 C16H34 000544-76-3 90

Abundance Scan 3414 (23.147 min): BG040332.D (-3407) (-) m/z 57.00 100.00%

g7

5000 85

-

113 141 169 157 22.80 23.00 23.20 23.40
Ay b7, T 109 197 225 253 281 327 357 m/z 43.00 63.58%

T
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane

%

5000 85 T[T T TT T T[T T T T[T T T[T
22'80 23.00 23.20 23.40
- m/z 71.05 59.75%
ol L L (113 141 169 197 205 253 281 309 337 365 394
SRS 1 R i AL LB D L AR L .
miz--> 50 100 150 200 250 300 350
Abundance
57
22.80 23.00 23.20 23.40
5000 o m/z 85.10 46.94%
29
0 113 141 169 212
e o SIS L
miz--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane e T i B
57 22.80 23.00 23.20 23.40
m/z 55.00 22.42%
h I FM*MP/\\/lw
29
A NN Y M3 141 169 197 225 253 295 323 367
A B NPt i s e e .
miz--> 50 100 150 200 250 300 350 22'80 23.00 23.20 23.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG040319\

Data File : BG040332.D

Acq On : 3 Apr 2019 19:05

Operator : JU/SJ

ﬁ?ggle i K2176-03 QNWP8-MW24D-GW
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 17 Eicosane, 7-hexyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.96 9.21 ng 438357 Perylene-d12 24 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
3 Nonadecane 268 C19H40 000629-92-5 90
4 Octadecane, 3-methyl- 268 C19H40 006561-44-0 90
5 Heneicosane 296 C21H44 000629-94-7 87

Abundance Scan 3552 (23.958 min): BG040332.D (-3543) (-) m/z 57.10 100.00%

g7

5000 85

_>

113 23.60 23.80 24.00 24.20
141 169 197

ol LI {160 197 225 252 281 327 355 408 7o 7 71 05 57.04%

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

Abundance #175557: Tetracosane

%

5000 85 LI L L L L L L B L
23.60 23.80 24.00 24.20
29 m/z 43.00 54 _.01%
ol ““ L d113 141 169 197 225 253 281 309 333
T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
R N EEEEEE
23.60 23.80 24.00 24.20
5000 85 m/z 85.05 43 .36%
113
0 141 182 217 o5 281 308 337
— T e T T T T T e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #117636: Nonadecane
57 23.60 23.80 24.00 24.20
m/z 55.00 22.32%
5000 85
29 268
0 SN O 0 N e e SN IS A it
m/z--> 50 100 150 200 250 300 350 400 23 60 23. 80 24. 00 24 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG040319\

Data File : BG040332.D

Acq On : 3 Apr 2019 19:05

Operator : JU/SJ

ﬁ?ggle i K2176-03 QNWP8-MW24D-GW
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 18 Heneicosane, 11-(1-ethylpro... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

24 .91 10.12 ng 481536 Perylene-d12 24 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 90
2 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 87
3 Hexacosane 366 C26H54 000630-01-3 87
4 Eicosane 282 C20H42 000112-95-8 83
5 Tetratetracontane 619 C44H90 007098-22-8 76

Abundance Scan 3714 (24.910 min): BG040332.D (-3706) (-) m/z 57.05 100.00%
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oL ALl “ L 134 11 239261281 309329351 401 | sz 71.10  57.06%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175557: Tetracosane
57
5000 85 LN L L L L L L LB B |
24.60 24.80 25.00 25.20
29 m/z 43.00 54 _.80%
ol Ly | 1,141 160 197 225 253 281 300 338
I o e B B A e o B e e LA I e
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
R EEEREREEEERE R
71 24.60 24.80 25.00 25.20
5000 m/z 85.05 44 .07%
9 127
0 155 183 225 253 295 337
T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493:; Hexacosane
57 24.60 24.80 25.00 25.20
m/z 55.00 20.81%
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29 113
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG040319\

Data File : BG040332.D

Acq On : 3 Apr 2019 19:05

Operator : JU/SJ

ﬁ?ggle i K2176-03 QNWP8-MW24D-GW
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 19 Heneicosane, 11-pentyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

26.05 8.54 ng 406183 Perylene-d12 24 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Heneicosane, l1ll-pentyl- 366 C26H54 014739-72-1 90
3 Tetratetracontane 619 C44H90 007098-22-8 87
4 Hentriacontane 437 C31H64 000630-04-6 87
5 Heneicosane 296 C21H44 000629-94-7 87

Abundance Scan 3908 (26.050 min): BG040332.D (-3898) (-) m/z 57.05 100.00%

5000

99 LA I L L L L L L
141 177208239 281313 355 415 25.80 26.00 26.20 26.40

0 m/z 71.05 57.41%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane
57
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25. 80 26. OO 26 20 26. 40
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(O e e e L A B o e e SRR e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
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43
L T R
25.80 26.00 26.20 26.40
5000 P m/z 85.05 42 .24%
224
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane B EARREmEEE ST e
57 25.80 26.00 26.20 26.40
m/z 55.00 20.52%
5000

-
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26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

L A S I SR e L S

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 25. 80 26. 00 26 20 26. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG040319\

Data File : BG040332.D

Acq On : 3 Apr 2019 19:05

Operator : JU/SJ

ﬁ?ggle i K2176-03 QNWP8-MW24D-GW
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 20 Hentriacontane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

27 .42 5.45 ng 259383 Perylene-d12 24 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Hentriacontane 437 C31H64 000630-04-6 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 4141 (27.419 min): BG040332.D (-4131) (-) m/z 57.00 100.00%
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m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
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5000
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG040319\

Data File : BG040332.D

Acg On : 3 Apr 2019 19:05 Instrument :
Operator : JU/SJ BNA_G

Sample - K2176-03 ClientSampleld :
Misc : QNWP8-MW24D-GW
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.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]
Butane, 2-methoxy... 3.19 5.2 ng 91364 1 8.05 354854 20.0
2-Pentanone, 4-hy... 5.14 3.3 ng 58261 1 8.05 354854 20.0
unknown7 .58 7.58 85.6 ng 1518110 1 8.05 354854 20.0
Benzenemethanol, ... 8.73 2.2 ng 39478 1 8.05 354854 20.0
1H-Indenol 11.23 3.6 ng 89471 2 10.86 490977 20.0
1H-Inden-1-ol, 2,... 11.47 5.8 ng 143600 2 10.86 490977 20.0
1H-Inden-1-one, 2... 12.25 4.4 ng 108481 2 10.86 490977 20.0
1-Naphthalenemeth... 15.62 6.3 ng 206313 3 14.68 660305 20.0
1-Acenaphthenol 16.40 5.8 ng 241532 4 17.42 830055 20.0
n-Hexadecanoic acid 18.28 7.7 ng 317911 4 17.42 830055 20.0
Octadecanoic acid 19.55 8.7 ng 360195 4 17.42 830055 20.0
Octacosane 21.30 2.5 ng 120295 5 21.70 979619 20.0
Tetracosane 21.84 2.4 ng 118937 5 21.70 979619 20.0
Heneicosane 22 .45 4.4 ng 213378 5 21.70 979619 20.0
Pentadecane 23.15 7.0 ng 342972 5 21.70 979619 20.0
Eicosane, 7-hexyl- 23.96 9.2 ng 438357 6 24.97 951736 20.0
Heneicosane, 11-(... 24.91 10.1 ng 481536 6 24.97 951736 20.0
Heneicosane, 1l1-p... 26.05 8.5 ng 406183 6 24.97 951736 20.0
Hentriacontane 27 .42 5.5 ng 259383 6 24.97 951736 20.0
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