LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM051217\

Data File : BM010031.D

Aca On : 12 May 2017 19:40 Instrument :
Operator : SJ/MA BNA_M
Sample - 13100-01 ClientSampleld :
Misc - PMW-2-051017
ALS Vial : 12 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:\HPCHEM1I\BNA M\METHODS\8270-BM051117.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 3.516 68 73 80 rvB5 10401 18518 1.15% 0.134%
2 4.904 303 309 318 rBV2 35632 63479 3.96% 0.458%
3 5.351 379 385 399 rVB2 203316 351966 21.95% 2.538%
4 6.945 650 656 666 rBVY3 153379 357284 22.28% 2.576%
5 7.293 710 715 729 rVB 378953 635151 39.60% 4 _.579%
6 7.622 766 771 775 rVB4 22545 36146 2.25% 0.261%
7 7.757 788 794 801 rBV 257603 425683 26.54% 3.069%
8 7.892 813 817 824 rVB3 16416 25920 1.62% 0.187%
9 8.075 840 848 858 rVB 326642 555352 34.63% 4.004%
10 8.510 916 922 928 rBV4 20705 39946 2.49% 0.288%
11 8.798 965 971 976 rBV6 24598 51565 3.22% 0.372%
12 8.934 988 994 1004 rBV 293562 545031 33.99% 3.930%
13 9.069 1011 1017 1022 rBV6 13704 23223 1.45% 0.167%
14 9.163 1029 1033 1042 rVB7 15303 35124 2.19% 0.253%
15 9.304 1053 1057 1063 rVB5 10882 17074 1.06% 0.123%

16 10.551 1262 1269 1281 rBV 337036 595823 37.15% 4._.296%
17 11.216 1375 1382 1385 rBV5 19447 33842 2.11% 0.244%
18 12.227 1548 1554 1566 rBV2 121469 349068 21.77% 2.517%
19 13.022 1682 1689 1696 rBV 718524 1054868 65.78% 7.606%
20 13.869 1828 1833 1845 rVB 344771 515176 32.12% 3.714%

21 14.280 1898 1903 1909 rBV2 33364 49312 3.07% 0.356%
22 14.410 1918 1925 1936 rVB2 493895 781421 48.73% 5.634%
23 14.833 1993 1997 2001 rVV6 13448 23000 1.43% 0.166%
24 14.898 2005 2008 2014 rVB6 13799 19752 1.23% 0.142%
25 15.233 2061 2065 2071 rBV 100855 134882 8.41% 0.972%
26 15.639 2125 2134 2138 rBvV4 30298 74321 4.63% 0.536%
27 15.733 2146 2150 2156 rVB6 11981 18830 1.17% 0.136%
28 15.792 2156 2160 2168 rBV3 17411 30718 1.92% 0.221%
29 15.857 2168 2171 2175 rBvV4 15384 20516 1.28% 0.148%

30 15.916 2175 2181 2190 rBV 595412 925135 57.69% 6.670%

31 16.098 2207 2212 2220 rBV2 139594 244555 15.25% 1.763%

32 16.439 2263 2270 2274 rBV6 22033 47503 2.96% 0.342%
33 16.557 2287 2290 2295 rBvV4 21823 34097 2.13% 0.246%
34 16.668 2305 2309 2313 rBV2 57509 82550 5.15% 0.595%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM051217\

Data File : BM010031.D

Aca On : 12 May 2017 19:40 Instrument :
Operator : SJ/MA BNA_M
Sample - 13100-01 ClientSampleld :
Misc - PMW-2-051017
ALS Vial : 12 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:\HPCHEM1I\BNA M\METHODS\8270-BM051117.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 16.892 2342 2347 2350 rBV 86525 104211 6.50% 0.751%

36 16.933 2352 2354 2359 rVB4 17104 27433 1.71% 0.198%
37 17.168 2385 2394 2402 rBV 680923 998432 62.26% 7.199%
38 17.633 2469 2473 2478 rVB 25080 33934 2.12% 0.245%
39 17.933 2517 2524 2528 rBV7 12656 28065 1.75% 0.202%
40 17.980 2528 2532 2536 rBV7 10561 16050 1.00% 0.116%
41 18.045 2538 2543 2548 rBVY 258384 327070 20.39% 2.358%
42 18.086 2548 2550 2554 rVB4 14110 16236 1.01% 0.117%
43 19.180 2731 2736 2738 rBV4 19798 22472 1.40% 0.162%
44 19.321 2755 2760 2767 rBV2 116024 176035 10.98% 1.269%
45 19.492 2787 2789 2793 rVB5 16023 19660 1.23% 0.142%
46 19.580 2801 2804 2808 rVB5 14764 21364 1.33% 0.154%
47 19.792 2834 2840 2845 rBV 1302942 1603717 100.00% 11.563%
48 20.056 2882 2885 2889 rBV6 18186 26859 1.67% 0.194%
49 20.362 2935 2937 2941 rBV5 16011 18903 1.18% 0.136%
50 20.580 2971 2974 2977 rVB3 30179 35290 2.20% 0.254%

51 21.045 3049 3053 3059 rBV3 189753 248914 15.52% 1.795%
52 21.356 3101 3106 3112 rBV 854105 1097169 68.41% 7.910%
53 23.650 3490 3496 3504 rVB2 415995 831146 51.83% 5.992%

Sum of corrected areas: 13869791
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM051217\

Data File : BM0O10031.D

Aca On : 12 May 2017 19:40

Operator : SJ/MA

a?ggle i 13100-01 PMW-2-051017
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM010031.D

1200000
1000000
800000
600000

400000 7.29 8.07 603 1055
7.76 '

5.35
200000 6.95

3.52 4.90 l\ 7.647.8 8.51 8.8099630 11.22

T T T T
Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM010031.D

19.79
1200000

1000000

800000
13.02 17.17

15.92

600000
14.41

400000 13.87
18.04

200000f 1, 5o 16,23 19.32

1428  1zm90 &&9. 19.1&}9&@@ ﬁgg%

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM010031.D

1200000
1000000 21.36
800000
23.65

600000

400000
21.04

200000 e Ve

T

Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM051217\

Data File : BM0O10031.D

Aca On : 12 May 2017 19:40

Operator : SJ/MA

a?ggle i 13100-01 PMW-2-051017
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 9

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

4.90 2.98 ng 63479 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 36
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 12
4 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
5 2-Pentanone 86 C5H100 000107-87-9 9

Abundance Scan 308 (4.899 min): BM010031.D (-303) (-) m/z 43.05 100.00%
43.0
o »_L
83,9 1011 2209 460 480 5.00 520
0 L B W B A m/z 59.00 61.81%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000

460 4.80 5.00 5.20
m/z 58.10 15.87%

ol 260 | 600 8010M0
T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43.0
460 4.80 5.00 5.20
5000 m/z 42.00 12.53%
101.0
0 61.0 78.0
T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #3955: 2,3-Butanedione, monooxime
43.0 460 4.80 5.00 5.20
m/z 101.10 10.76%
5000
101.0
o 150 | 600 840
B B e o L B o e e B R R RS SR R e IR e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM051217\

Data File : BM0O10031.D

Aca On : 12 May 2017 19:40

Operator : SJ/MA

a?ggle i 13100-01 PMW-2-051017
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 unknown7.29 Concentration Rank 1

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

7.29 29.84 ng 635151 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Penten-3-vne 66 C5H6 000646-05-9 35
2 Bicvclol3.2.01hept-2-en-6-o0ne 108 C7H80 013173-09-6 25
3 5-Norbornene-2-methanol 124 C8H120 000095-12-5 25
4 Silane. bicvclol2.2.1Thept-5-en-... 226 C7H9CI3Si 014319-64-3 25
5 3-Butenenitrile, 3-chloro- 101 C4HA4CIN 021031-46-9 23

Abundance Scan 715 (7.293 min): BM010031.D (-710) (-) m/z 132.00 100.00%

132.0
68.1
5000
40.1

AR mm s
41 %.0 7.00 7.20 740 760

b e el bl ol 880 L WL w7z 68.10 0 69.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #360: 1-Penten-3-yne
66.0
39.0
5000 L IR I UL L

7.00 7.20 7.40 7.60
m/z 66.10 58.90%

27.0 51.0 |
N | .
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
66.0

7.00 7.20 7.40 7.60

o

5000 m/z 69.05 34.68%
39.0 79.0
27.0 51.0
0 : 91.0 108.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10161: 5-Norbornene-2-methanol
66.0 7.00 7.20 7.40 7.60
m/z 134.10 31.32%
5000
150 270 390 510 | 770 9101060 124.0
T T T T T T e e e e e e e N LA R BN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM051217\

Data File : BM0O10031.D

Aca On : 12 May 2017 19:40

Operator : SJ/MA

a?ggle i 13100-01 PMW-2-051017
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 4 unknown8.80 Concentration Rank 10

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

8.80 2.42 ng 51565 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethane. isothiocvanato- 87 C3H5NS 000542-85-8 37
2 Butane. 2-ethoxv-2-methvl- 116 C7H160 000919-94-8 37
3 Acetaldehvde N-formvl-N-methvlhy... 100 C4H8N20 016568-02-8 30
4 1.3-Propanediol. 2.2-diethvl- 132 C7H1602 000115-76-4 12
5 Ethanol, 2-(2-butoxyethoxy)-, ac... 204 C10H2004 000124-17-4 12

Abundance Scan 971 (8.798 min): BM010031.D (-965) (-) m/z 59.10 100.00%
59.1
43.1 871
5000
69.1 100.0
S | Y - e
obrr e e e e e e e e m/z 43.10 80.56%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #1825: Ethane, isothiocyanato- y
29.0 59.0 87.0
5000
720 840 860 8.80 9.00 9.20
44.0 m/z 87.10 74 .75%
[1] ‘ 51.0 | ‘\ |
S L S S L S LI IS FU LI DU B
m/z--> 20 30 40 50 60 70 80 90 100
Abundance
59.0
87.0
8.40 8.60 8.80 9.00 9.20
5000 73.0 m/z 55.10 67 .04%
43.0
29.0 101.0
S L S S LIS S LI SIS FU LI BURBLI
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #3547: Acetaldehyde N-formyl-N-methylhydrazone
30.0 59.0 8.40 8.60 8.80 9.00 9.20
m/z 39.00 57.71%
42.0
5000
110 85.0 100.0
0"I'”'I""P"$q9'”l""l”"l"'W""I"”I
m/z--> 20 30 40 50 60 70 80 90 100 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM051217\

Data File : BM0O10031.D

Aca On : 12 May 2017 19:40

Operator : SJ/MA

a?ggle i 13100-01 PMW-2-051017
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 5 wunknownl2.23 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.23 11.72 ng 349068 Naphthalene-d8 10.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl cvclopropanecarboxvlate 114 C6H1002 004606-07-9 36
2 Cvclopropanecarboxvlic acid.isop... 128 C7H1202 006887-83-8 36
3 Oxazolidin-2-one. N-T(E)-butenovl1- 155 C7H9NO3 1000156-45-5 28
4 Oxazole 69 C3H3NO 000288-42-6 9
5 Cyclopentane, ethyl- 98 C7H14 001640-89-7 9
Abundance Scan 1554 (12.227 min): BM010031.D (-1548) (-) m/z 69.10 100.00%
69.1
5000 11 /\\\xyw‘
| 511030 roso || 1200 127 1o 260
0 ettt b e ey || M7z 41.10 0 38.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7051: Ethyl cyclopropanecarboxylate
69.0
5000 RN SRR SULBULE UL I
41.0 86.0 12100 12.20 12.40 12.60
‘ ' m/z 39.05 33.13%
0..]-.5.?.‘.‘..‘=“.‘. .‘.‘luu“.‘.|.“...|.].-].-4..?....|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
69.0
12.00 12.20 12.40 12.60
5000 41.0 87.0 m/z 45.10 15.77%
113.0129.0
O e B e B
m/z--> ﬁo 45 65 85 160 150 140 1&0 1éo 260
Abundance #26719: Oxazolidin-2-one, N-[(E)-butenoyl]-
69.0 12.00 12.20 12.40 12.60
m/z 43.05 14.66%
5000 41.0
o240 ‘ | 880 4yy0127.0 1550
m/z--> ﬁo 45 eb 85 160 150 150 1éo 1éo 260 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM051217\

Data File : BM0O10031.D

Aca On : 12 May 2017 19:40

Operator : SJ/MA

a?ggle i 13100-01 PMW-2-051017
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 6 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.23 3.45 ng 134882 Acenaphthene-d10 14.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 72
2 Decane. l1-iodo- 268 C10H211 002050-77-3 64
3 Eicosane 282 C20H42 000112-95-8 64
4 Decane. 2.3.6-trimethvl- 184 C13H28 062238-12-4 64
5 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 64
Abundance Scan 2064 (15.227 min): BM010031.D (-2061) (-) m/z 57.10 100.00%
51.1
5000 85.2
113.0 1488 15.00 15.20 15.40 15.60
o} m/z 43.10 98.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73964: Hexadecane
57.0
5000 R AU SUREURE UL B
85.0 15.00 15.20 15.40 15.60
29.0 m/z 71.05 70.09%
oh \‘ | , 1130 1410 1690 2260
m/z--> 20 45 eb éo 160 150 110 160 180 200 220 240 2éo 2éo
Abundance
57.0
85.0 15.00 15.20 15.40 15.60
5000 m/z 41.05 67.88%
29.0
155.0
0 127.0 183.0 268.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane e e AR E R R
57.0 15.00 15.20 15.40 15.60
m/z 85.20 45 . 43%
5000
85.0
29.0
OJL MJHW1MOm% 282.0
m/z--> ﬁo 45 eb éo 160 150 110 160 180 200 220 240 2éo 2éo 15.00 15.20 15.40 15.60
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

EAECE R e e e

Peak Number

Library Search Compound Report

Z:\HPCHEM1I\BNA M\DATA\BM051217\

BM010031.D

12 May 2017 19:40

SJ/MA

13100-01 PMW-2-051017
12 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L
LSCINT.P

ion Parameters:

EAE R R R ok R R R e R AR O R AR R R AR R o R R R R R AR R R R R R G R R Sk R o Sk R R R AR e e

7 Tetradecane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
16.10 4.90 ng 244555 Phenanthrene-d10 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Tridecane. 7-propvl- 226 C16H34 055045-09-5 86
3 Hexadecane 226 C16H34 000544-76-3 83
4 Eicosane 282 C20H42 000112-95-8 78
5 Undecane, 3,8-dimethyl- 184 C13H28 017301-30-3 72

Abundance Scan 2212 (16.098 min): BM010031.D (-2207) (-) m/z 57.05 100.00%
57.0
5000 82 M\L\/\
39 112.0 2065 15,80 16.00 16.20 16.40
OFrrr el - m/z 43.05 87 .59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55009: Tetradecane
57.0
5000 85.0 15.80 16.00 16.20 16.40
29.0 m/z 71.10 64 .99%
m/z--> 5 ' éo éo 160 150 140 160 180 260 250
Abundance
43.0
71.0 15.80 16.00 16.20 16.40
5000 m/z 41.10 58.02%
140.0
99.0 183.0
e N UL UL UL I R R L ""I""%%qg'
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #73967: Hexadecane e A
57.0 15.80 16.00 16.20 16.40
m/z 85.15 41.61%
5000 85.0
29.0
ol il | 1410 1600 1970 2260
m/z--> 25 Jo éo éo 160 150 140 160 180 260 250 15.80 16.00 16.20 16.40

8270-BM051117.

M Mon May 15 16:05:26 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM051217\

Data File : BM0O10031.D

Aca On : 12 May 2017 19:40

Operator : SJ/MA

a?ggle i 13100-01 PMW-2-051017
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 8 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.89 2.09 ng 104211 Phenanthrene-d10 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 86
3 Eicosane 282 C20H42 000112-95-8 83
4 Nonadecane 268 C19H40 000629-92-5 80
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 78

Abundance Scan 2347 (16.892 min): BM010031.D (-2342) (-) m/z 57.10 100.00%

57.1

5000
113.0 154.0 207.8 16.60 16.80 17.00 17.20
o] m/z 43.10 98.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73967: Hexadecane
57.0
5000 850 LA L L L L LB LB
16.60 16.80 17.00 17.20
20.0 m/z 71.10 66.10%
113.0
O el b A 2480 1690 2070 2280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
16.60 16.80 17.00 17.20
5000 85.0 m/z 41.05 56.39%
29.0 127.0
o 155.0 183.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane A B
57.0 16.60 16.80 17.00 17.20
m/z 85.10 38.12%
5000
85.0
29.0
o ‘ | ) ) 1130 1410 169.0 282.0
et e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM051217\

Data File : BM0O10031.D

Aca On : 12 May 2017 19:40

Operator : SJ/MA

a?ggle i 13100-01 PMW-2-051017
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 9 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.04 6.55 ng 327070 Phenanthrene-d10 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 86
5 Undecanoic acid 186 C11H2202 000112-37-8 86

Abundance Scan 2542 (18.039 min): BM010031.D (-2538) (-) m/z 73.10 100.00%

410 731

5000
129.0
97.1 IIII|IIII|IIII|IIII|III
1571 1850 3L s o) 17.80 18.00 18.20 18.40
o] : m/z 41.05 93.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
43.0 73.0
5000 256.0

17.80 18.00 18.20 18.40

213.0 m/z 43.05 88.56%
| ‘ 157.0 185.0
VS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73.0
43.0 17.80 18.00 18.20 18.40
5000 m/z 55.10 81.45%
129.0
1710 2140
98.0
o 18.0 150.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83683: Pentadecanoic acid
43.0 17.80 18.00 18.20 18.40
m/z 60.00 81.13%
5000
OFrrrprtrr i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM051217\

Data File : BM0O10031.D

Aca On : 12 May 2017 19:40

Operator : SJ/MA

a?ggle i 13100-01 PMW-2-051017
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 10 Pentadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.32 3.21 ng 176035 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 91
2 11-Bromoundecanoic acid 264 C11H21Bro02 002834-05-1 38
3 Xvlose 150 C5H1005 000058-86-6 35
4 N-Acetvlisoxazolidine 115 C5H9NO2 115615-36-6 27
5 n-Decanoic acid 172 C10H2002 000334-48-5 14
Abundance Scan 2760 (19.321 min): BM010031.D (-2755) (-) m/z 43.10 100.00%
431 730
5000
97.1 129.1
185.2 241.1 RV SRR IR B
162.9 207.0 284.3 19.00 19.20 19.40 19.60
| N— m/z 73.00 92.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43.0 73.0
5000 129.0 USRNSSR IR SRR
19.00 19.20 19.40 19.60
) m/z 41.05 84.20%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
60.0
19.00 19.20 19.40 19.60
5000 m/z 55.05 80.01%
29.0 8.0 185.0
o 107.0129'0151.0 207.0 237.0 264.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #22985: Xylose Y
73.0 19.00 19.20 19.40 19.60

m/z 60.00 78.12%

5000
43.0
0 105.0 133.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM051217\

Data File : BM0O10031.D

Aca On : 12 May 2017 19:40

Operator : SJ/MA

a?ggle i 13100-01 PMW-2-051017
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 11 1-Docosene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.04 4.54 ng 248914 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 74
2 E-15-Heptadecenal 252 C17H320 1000130-97-9 72
3 3-Eicosene. (E)- 280 C20H40 074685-33-9 68
4 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 68

5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 64

Abundance Scan 3052 (21.039 min): BM010031.D (-3049) (-) m/z 43.00 100.00%

43.G
5000

20. 80 21. 00 21. 20 21. 40
okl m/z 55.05 98 .74%

m/z--> 50 100 150 200 250 300 350 400
Abundance #121981: 1-Docosene
65.0
97.0

5000 T T T T T T T T T T
2080 21. 00 21. 20 21. 40

m/z 41.10 86.62%

| L 139.0 1810 308.0

14-0\\‘ \

O T B o o o e L A e e e I B
m/z--> 50 100 150 200 250 300 350 400
Abundance
43.0
R RN E e S RN R
83.0 20.80 21.00 21.20 21.40
5000 m/z 57.10 81.49%
125.0
o 168.0 210.0 252.0
T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #106400: 3-Eicosene, (E)-

20.80 21.00 21.20 21.40
m/z 69.05 81.21%

5000

39.0 1820 224.0 280.0
miz--> 50 100 150 200 250 300 350 400 2080 2100 2120 2140
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051217\

Data File : BM010031.D

Acg On : 12 May 2017 19:40

Operator : SJ/MA

a?ggle i 13100-01 PMW-2-051017
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM051117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.90 3.0 ng 63479 1 7.76 425683 20.0
unknown7 .29 7.29 29.8 ng 635151 1 7.76 425683 20.0
unknown8.80 8.80 2.4 ng 51565 1 7.76 425683 20.0
unknownl12 .23 12.23 11.7 ng 349068 2 10.55 595823 20.0
Hexadecane 15.23 3.5 ng 134882 3 14.41 781421 20.0
Tetradecane 16.10 4.9 ng 244555 4 17.17 998432 20.0
Eicosane 16.89 2.1 ng 104211 4 17.17 998432 20.0
n-Hexadecanoic acid 18.04 6.5 ng 327070 4 17.17 998432 20.0
Pentadecanoic acid 19.32 3.2 ng 176035 5 21.36 1097170 20.0
1-Docosene 21.04 4.5 ng 248914 5 21.36 1097170 20.0
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