LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120415\
Data File : BG019910.D

Aca On : 4 Dec 2015 18:23

Operator : UM/NP

Sample : 6G4221-15

Misc :

ALS Vial : 61 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 G\METHODS\8270-BG120215.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 2.992 21 26 45 rBY 2064099 2826173 61.60% 3.205%
2 3.139 45 51 60 rBv 35708 64724 1.41% 0.073%
3 3.216 60 64 69 rBv 63134 81272 1.77% 0.092%
4 5.196 394 401 409 rBV 289281 462160 10.07% 0.524%
5 5.660 473 480 492 rBV 637134 1002644 21.85% 1.137%
6 7.270 745 754 768 rBV2 682980 1877443 40.92% 2.129%
7 7.646 810 818 822 rBV 664148 1253429 27.32% 1.422%
8 8.010 870 880 888 rBV 856373 1445343 31.50% 1.639%
9 8.122 888 899 900 rBV 119367 181586 3.96% 0.206%
10 8.151 900 904 912 rVB 325766 575573 12.55% 0.653%

11 8.445 946 954 962 rBV 499217 843844 18.39% 0.957%
12 8.550 964 972 978 rBV2 85391 137732 3.00% 0.156%
13 9.209 1076 1084 1091 rBV 548907 953140 20.78% 1.081%
14 9.285 1091 1097 1101 rVvVv 408175 797958 17 .39% 0.905%
15 9.332 1101 1105 1112 rVB 760544 1282792 27.96% 1.455%

16 9.861 1180 1195 1205 rBV 1296338 2429066 52.95% 2.755%
17 10.578 1309 1317 1327 rBV 579925 1010510 22.03% 1.146%
18 10.801 1345 1355 1363 rBV 968788 1720055 37.49% 1.951%
19 10.942 1369 1379 1382 rBV 167558 334588 7.29% 0.379%
20 10.995 1382 1388 1396 rVB 1300266 2316345 50.49% 2.627%

21 11.271 1427 1435 1442 rBV 1247846 2111963 46.03% 2.395%
22 12.199 1585 1593 1600 rBV 1309098 2184104 47.61% 2.477%
23 12.587 1650 1659 1667 rBV 1241873 2020143 44.03% 2.291%
24 13.180 1753 1760 1766 rBV 704105 1135548 24.75% 1.288%
25 13.251 1766 1772 1784 rVB 1017600 1631289 35.56% 1.850%

26 13.374 1784 1793 1800 rVB 1328901 2026630 44.17% 2.299%
27 14.209 1926 1935 1941 rBV 2059703 3305625 72.05% 3.749%
28 14.473 1972 1980 1988 rVB 1349817 2112080 46.04% 2.395%
29 14.632 2003 2007 2012 rBV 43801 57392 1.25% 0.065%
30 14.749 2017 2027 2032 rBV2 300496 496056 10.81% 0.563%

31 14.814 2032 2038 2046 rVB 1021829 1563643 34.08% 1.773%
32 14.943 2050 2060 2068 rBV 758246 1319558 28.76% 1.497%
33 15.149 2087 2095 2106 rVB 2434179 3943325 85.95% 4._472%
34 15.560 2155 2165 2175 rBV 2151481 3235114 70.52% 3.669%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120415\
Data File : BG019910.D

Aca On : 4 Dec 2015 18:23

Operator : UM/NP

Sample : 6G4221-15

Misc :

ALS Vial : 61 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 G\METHODS\8270-BG120215.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.801 2198 2206 2214 rVB 2205758 3506536 76.43% 3.977%

36 16.230 2271 2279 2289 rBV 1172064 1731464 37.74% 1.964%
37 16.441 2311 2315 2324 rBV 57462 100579 2.19% 0.114%
38 16.676 2349 2355 2366 rVB 1322633 1832816 39.95% 2.079%
39 17.493 2487 2494 2496 rBV 388078 597514 13.02% 0.678%
40 17.534 2496 2501 2512 rVvV 1829595 2815649 61.37% 3.193%

41 17.887 2552 2561 2567 rVB 436680 649947 14.17% 0.737%

42 18.363 2636 2642 2649 rBVY 66027 99658 2.17% 0.113%
43 18.445 2650 2656 2662 rVvV 920762 1176699 25.65% 1.335%
44 19.220 2784 2788 2792 rBVY 40540 53717 1.17% 0.061%

45 19.538 2834 2842 2849 rBV 2257892 3183502 69.39% 3.611%

46 19.867 2893 2898 2901 rBV 52584 69918 1.52% 0.079%
47 20.090 2930 2936 2942 rBV 2440802 3291240 71.74% 3.733%
48 21.394 3154 3158 3166 rBV2 127721 188710 4.11% 0.214%
49 21.653 3196 3202 3209 rVB 2275664 3327074 72.52% 3.773%
50 21.753 3210 3219 3225 rVV2 2246111 4587788 100.00% 5.203%

51 21.823 3225 3231 3240 rVB 2173782 3664980 79.89% 4._.157%
52 22.593 3356 3362 3370 rBV3 56863 113254 2.47% 0.128%
53 22.898 3405 3414 3422 rBV 1762517 3169397 69.08% 3.595%
54 23.504 3510 3517 3525 rBV 57666 112384 2.45% 0.127%
55 24.021 3592 3605 3615 rBV 1460359 3752298 81.79% 4._.256%

56 24.138 3618 3625 3630 rBV2 90708 191253 4_.17% 0.217%
57 25.049 3770 3780 3789 rBV2 249439 748872 16.32% 0.849%
58 26.294 3981 3992 4001 rBV3 64803 209857 4._.57% 0.238%
59 26.406 4006 4011 4021 rVBS8 25196 70654 1.54% 0.080%
60 27.687 4219 4229 4230 rBVS8 23986 47070 1.03% 0.053%

61 29.391 4510 4519 4529 rVBS8 36344 138550 3.02% 0.157%

Sum of corrected areas: 88170227
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120415\
Data File : BG019910.D

Aca On : 4 Dec 2015 18:23

Operator : UM/NP

Sample : 6G4221-15

Misc :

ALS Vial : 61 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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: BG019910.D
2.99
2000000
1500000
9.86 10.99; o7 12.20,, 9
10.8(
1000000 801
797 7.65 9.33
5.66 : . o 9.9 10.5
500000 [ 28
5.20 8.15
2 0|94
3122 .55
o b — 4 - Y - = e e
Time--> 3.00 350 4.00 450 500 550 600 650 7.00 7.50 8.00 8.50 900 950 1000 10.50 11.00 1150 1200 1250
Abundance TIC: BG019910.D
1515 20,09 2
19.54 P67
15.96-80 P78
14.21
2000000
17.53
1500000
13.37 14.47 16.68
16.23
.2 14.81
1000000, %P 18.44
13.14 4.94
500000 17/kg17.89
14
4. U 16.44 18.86 19.22 19.8‘{ 21.39 J 22.5!
o N L O L O e L N S S e R EEE 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: BG019910.D
2000000
22.90
1500000 24.02
1000000
500000
25.05
2350 p4.14 j\\ 26891 27.69 29.39
okl A UL
e e B R B R e e e e e R
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:\HPCHEM1\BNA G\DATA\BG120415\
Data File : BG019910.D

Aca On : 4 Dec 2015 18:23

Operator : UM/NP

Sample : 6G4221-15

Misc :

ALS Vial : 61 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 Propane, 2,2-dimethoxy- Concentration Rank 1

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

2.99 311.28 ng 2826170 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 56
2 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
3 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
4 1.3-Diaminoguanidine 89 CH7N5 004364-78-7 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance Scan 26 (2.992 min): BG019910.D (-21) (-) m/z 72.95 100.00%
3.0 A
43.0
5000
89.0
350 55.0 2.90 3.00 3.10 3.20 3.30 3.40
o RO A m/z 43.00 56.37%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73.0
5000 43.0
2.90 3.00 3.10 3.20 3.30 3.40
310 89.0 m/z 89.00 35.11%
0 | ‘ ‘\‘ [ 5?0 !
LN I FURLELEL SRR SURLELEL LR LA SRS FULELLS S
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
30.0 73.0
2.90 3.00 3.10 3.20 3.30 3.40
5000 m/z 40.95 10.71%
58.0
44.0
15.0
G L L L SO S SR SIS UL UL UL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #837: 1-Propanol, 2-methyl-
43.0 2.90 3.00 3.10 3.20 3.30 3.40
33.0 m/z 45.00 9.03%
5000
59.0 74.0
0"'I”"I'”'M"”H'P'W"W”P"'IJ"I'”'I"”I
m/z--> 10 20 30 40 50 60 70 80 90 2.90 3.00 3.10 3.20 3.30 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120415\
Data File : BG019910.D

Aca On : 4 Dec 2015 18:23

Operator : UM/NP

Sample : 6G4221-15

Misc :

ALS Vial : 61 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 3 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

3.22 8.95 ng 81272 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 16
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 65 (3.221 min): BG019910.D (-60) (-) m/z 73.00 100.00%
73.0
5000
43.0
55.0 87.0 gL
65.0 | 3.00 320 3.40 3.60
Y N MRS U A0 N N— m/z 43.00 37.13%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73.0
5000 U AL A AL I
43.0 3.00 320 3.40 3.60
550 87.0 m/z 87.00 31.98%
29.0 ‘
0 | AN L
LR IR S UL SR UL SURLLIL SUR L SURL SUIL S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
30.0
300 320 340 360
5000 43.0 87.0 m/z 55.00 25.90%
15.0 510 59.0 72.0
G L S U S I I UL IS UL S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4342: Pentane, 3-methoxy-
73.0 3.00 320 3.40 3.60
m/z 71.00 12.90%
5000
45.0
29.0
0 | 37.0“\ 5.0 L 101.0
miz--> 0 20 30 40 50 60 70 8 90 100 300 320 340 3.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120415\
Data File : BG019910.D

Aca On : 4 Dec 2015 18:23

Operator : UM/NP

Sample : 6G4221-15

Misc :

ALS Vial : 61 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.20 50.90 ng 462160 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 9
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 9
5 5-Oxohexanenitrile 111 C6H9NO 010412-98-3 9

Abundance Scan 402 (5.201 min): BG019910.D (-394) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.0 S SR UL SRR
| 83.0 4.80 5.00 5.20 5.40 5.60
RNV NS A A m/z 59.00 59.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 S SR UL SRR
480 5.00 5.20 5.40 5.60
59.0 1010 m/z 101.00 20.29%
27.0 -
0 III'"'I""I""I"''I'"'I"'7'0I.p"'8I:'3.'(')'I""I""I""I"''I""I""I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540 5.60
5000 210 m/z 58.00 15.08%
ol 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4388: Propane, 1-ethoxy-2-methyl-
59.0 480 5.00 5.20 5.40 5.60
m/z 41.00 8.35%
5000
41.0
29.
73.0 102.0
0"&EQP“'f“'P”'P'”P'”P'“Iﬁn?””l””l”'ﬁ”'W”'W”'W NARRA AR RS AR R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120415\
Data File : BG019910.D

Aca On : 4 Dec 2015 18:23

Operator : UM/NP

Sample : 6G4221-15

Misc :

ALS Vial : 61 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 Pentadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.63 2.31 ng 57392 Acenaphthene-d10 14.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 93
2 Hexadecane 226 C16H34 000544-76-3 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 10-Methvlnonadecane 282 C20H42 056862-62-5 86
5 Eicosane 282 C20H42 000112-95-8 86
Abundance Scan 2007 (14.632 min): BG019910.D (-2003) (-) m/z 57.00 100.00%
57.0
5000
99.0 14.40 14.60 14.80 15.00
ol A h Ty, 151 221 /7 43.00  78.22%
m/z--> 50 100 150 200 250 300 350
Abundance #64571: Pentadecane
57.0
5000 U AL SRR ML B
14.40 14.60 14.80 15.00
m/z 71.00 66.51%
0 27\’0\“‘ “ \‘\ \\‘99\.0‘\ \14%[0 18302120
m/z--> 50 160 1éo 260 250 360 3éo
Abundance
57.0
14.40 14.60 14.80 15.00
5000 m/z 85.00 42 .39%
o 210 90 1110 1830 2260
m/z--> 55 160 1éo 260 250 360 3éo
Abundance #151556: Heptacosane
57.0 14.40 14.60 14.80 15.00
m/z 41.00 41.94%
5000
0 ZﬁO{ I lg%od 141.0 1830 225.0 267.0 323.0 380.0
m/z--> 55 160 1éo 260 250 300 3éo 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120415\
Data File : BG019910.D

Aca On : 4 Dec 2015 18:23

Operator : UM/NP

Sample : 6G4221-15

Misc :

ALS Vial : 61 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 7 Heptadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.44 3.37 ng 100579 Phenanthrene-d10 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Nonadecane 268 C19H40 000629-92-5 91
3 Undecane. 2-methvl- 170 C12H26 007045-71-8 86
4 Dodecane 170 C12H26 000112-40-3 80
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 78

Abundance Scan 2315 (16.441 min): BG019910.D (-2311) (-) m/z 57.00 100.00%

51.0
5000 .

1131 1409 1691 16.20 16.40 16.60 16.80
(o} m/z 43.05 68 .59%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #82608: Heptadecane
57.0
85.0

5000 S NS m i e o
16. 20 16. 40 16 60 1680

29.0 m/z 71.10 58.68%

’ 113.0
0 L i et 141.0 169 0 197.0 240.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
510 FJ\«NL

16.20 16. 40 16 60 16.80

5000 85.0 m/z 84.95 39.17%
29.0
o 1130 141.0 169.0 197.0 268.0
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 N
Abundance #36165: Undecane, 2-methyl- T
43.0 16,20 16.40 16.60 16.80

m/z 41.00 34 .37%

71.0
5000
99.0 127.0 155.0
15.0 | ‘ l | I

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

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120415\
Data File : BG019910.D

Aca On : 4 Dec 2015 18:23

Operator : UM/NP

Sample : 6G4221-15

Misc :

ALS Vial : 61 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 Tetradecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.36 3.34 ng 99658 Phenanthrene-d10 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 62
2 Tridecanoic acid 214 C13H2602 000638-53-9 62
3 Dodecanoic acid 200 C12H2402 000143-07-7 50
4 n-Decanoic acid 172 C10H2002 000334-48-5 49
5 Heptafluorobutyric acid, n-penta... 424 C19H31F702 1000216-79-3 27
Abundance Scan 2642 (18.363 min): BG019910.D (-2636) (-) m/z 73.00 100.00%
73.0
43.0
5000 670 1290
213.1
| 1571 1850 256.2 18.00 18.20 18.40 18.60
O et m/z 60.00 84.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75070: Tetradecanoic acid
43.0 | 73.0
5000 129.0 18.00 18.20 18.40 18.60
185.0 m/z 43.00 77.70%
97.0 228.0
ol 18.0 157.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
430 | 30
18.|00 18.|20 18.|40 18.|60 '
5000 m/z 57.00 75.86%
129.0
97.0 171.0 214.0
0 ) 195.0
m/z--> ﬁo 45 eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #56047: Dodecanoic acid R e
73.0 18.00 18.20 18.40 18.60
m/z 55.00 74.70%
43.0
5000
129.0
1570 200.0
e LT
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18. 00 18. 20 18 40 18. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120415\
Data File : BG019910.D

Aca On : 4 Dec 2015 18:23

Operator : UM/NP

Sample : 6G4221-15

Misc :

ALS Vial : 61 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 Squalene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
23.50 3.00 ng 112384 Perylene-di12 25.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 91
2 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 91
3 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 000106-28-5 80
4 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 72
5 2,6,10,14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 72
Abundance Scan 3516 (23.498 min): BG019910.D (-3510) (-) m/z 69.00 100.00%
69.0
5000 NMNv,N*,ﬂ*hﬁ_}\\vJ~w~*~n~_ﬂ_
137.0 2320 2340 2360 2380
5.0 203.0
obr b b 00y 2030 209 3660 77 81.00  48.59%

m/z--> 50 100 150 200 250 300 350 400
Abundance #158504: Squalene
69.0

5000 T T T T T T T T T
23 20 23. 40 23 60 23. 80

m/z 41.00 20.59%

137.0

o ‘d‘““yoqoulu‘ 191.0 231.0 273.0 341.0 410.0
7 L e e B L LA i o e o o
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
R RmE R
23.20 23.40 23.60 23.80
5000 m/z 68.00 13.90%
137.0
o 29.0 105.0 191.0 231.0 273.0 341.0 410.0
L L o o e L LA A o o o o B o o o B
m/z--> 50 100 150 200 250 300 350 400
Abundance #70995: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl-, (E,E)-
69.0 23.20 23.40 23.60 23.80
m/z 95.00 13.09%
5000
29. J 109.0
A T 1 - A bl '
m/z--> 50 100 150 200 250 300 350 400 23.20 23.40 23 60 23.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120415\
Data File : BG019910.D

Aca On : 4 Dec 2015 18:23

Operator : UM/NP

Sample : 6G4221-15

Misc :

ALS Vial : 61 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 Heptacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
24.14 5.11 ng 191253 Perylene-d12 25.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
Abundance Scan 3625 (24.138 min): BG019910.D (-3618) (-) m/z 57.00 100.00%
57.0
5000
99.
141 0 23.80 24.00 24.20 24.40
ot 1] l il Lhn 880 25812830 3409  “nsz 71.00  66.09%
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane
57.0
5000
23.80 24.00 24.20 24.40
m/z 43.00 62.24%
0 270\ | hgﬂo‘ 141.0 1830 225.0 267.0 323.0 380.0
m/z--> 50 100 1éo 200 250 300 350
Abundance
57.0
23.80 24.00 24.20 24.40
5000 m/z 85.00 46.71%
99.0
27.0 141.0 1830 2250 267.0296.0
m/z--> 50 100 150 200 250 300 350
Abundance #136481: Tetracosane
57.0 23.80 24.00 24.20 24.40
m/z 55.00 23.22%
5000
99.0
0 27,0 I L 1410‘ 183.0 225.0 267.0 309.0338.0
m/z--> 50 100 150 200 250 300 350 23.80 24.00 24.20 24.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120415\
Data File : BG019910.D

Aca On : 4 Dec 2015 18:23

Operator : UM/NP

Sample : 6G4221-15

Misc :

ALS Vial : 61 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
26.29 5.60 ng 209857 Perylene-d12 25.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Octadecane 254 C18H38 000593-45-3 87
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 3991 (26.289 min): BG019910.D (-3981) (-) m/z 57.00 100.00%
57.0
85.0
5000
Ll LL (e mes mpimo  ssen | oz s
obr—r—tbpdl ..1,.|”.| VRSN EE e NN, 0. m/z 71.00 72.91%
m/z--> 50 100 150 200 250 300 350
Abundance #107655: Eicosane
57.0
85.0
5000
26.00 26.20 26.40 26.60
113, m/z 43.00 62.75%
0 %%kkw”Alﬂﬁmem%M%ﬂwo
m/z--> §o 100 1éo 260 2éo 360 3éo
Abundance
57.0
26,00 26.20 26.40 26.60
5000 m/z 85.05 56.64%
85.0
29.0
113.0
o 141.0 1830 555 5753.0282.0
m/z--> §o 160 150 200 250 360 3éo
Abundance #115570: Heneicosane
57.0 26.00 26.20 26.40 26.60
m/z 55.00 25.91%
85.0
5000
29.0 113.0
oL (e | | M410160.0197.022502530 _ 2960
m/z--> % m 150 2& 250 %o 3% %m%m%m%m

8270-BG120215.M Mon Dec 07 17:27:48 2015 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120415\
Data File : BG019910.D

Aca On : 4 Dec 2015 18:23

Operator : UM/NP

Sample : 6G4221-15

Misc :

ALS Vial : 61 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 12 Tetratriacontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
29.39 3.70 ng 138550 Perylene-d12 25.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratriacontane 479 C34H70 014167-59-0 81
2 Nonadecane. 2.3-dimethvl- 296 C21H44 075163-99-4 74
3 Heneicosane 296 C21H44 000629-94-7 74
4 Heptacosane 380 C27H56 000593-49-7 74
5 Tricosane, 2-methyl- 338 C24H50 001928-30-9 72
Abundance Scan 4519 (29.391 min): BG019910.D (-4510) (-) m/z 57.05 100.00%
57.0
5000
| 1349 19090 oigant 20100 20120 20,40 20,60 2080
Ot - m/z 71.00 80.42%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #167078: Tetratriacontane
57.0
5000
29.00 29.20 29.40 29.60 29.80
m/z 43.00 79.69%
0250 ML H I 1.0 1830 2250 267.0 3110 367.0 410.0
miz--> 0 éo 100 150 260 250 360 3%0 460
Abundance
43.0
29,00 29.20 29,40 29.60 29.80
5000 65.0 m/z 85.00 65.00%
253.0
o 127.0 169.0 211.0
mz-> 0 50 100 150 200 250 300 350 400
Abundance #115569: Heneicosane
57.0 29.00 29.20 29.40 29.60 29.80
m/z 41.00 29.63%
5000
99.0
o4l | | 44| ) 140 1830 2250 2960
miz--> 0 % 1& ﬁo ﬁ 2m ﬁo ﬁ)4® mmmmmmmmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG120415\
Data File : BG019910.D

Acq On : 4 Dec 2015 18:23

Operator : UM/NP

Sample : G4221-15

Misc :

ALS Vial : 61 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG120215_.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]
Propane, 2,2-dime... 2.99 311.3 ng 2826170 1 8.12 181586 20.0
Butane, 2-methoxy... 3.22 8.9 ng 81272 1 8.12 181586 20.0
2-Pentanone, 4-hy... 5.20 50.9 ng 462160 1 8.12 181586 20.0
Pentadecane 14.63 2.3 ng 57392 3 14.75 496056 20.0
Heptadecane 16.44 3.4 ng 100579 4 17.49 597514 20.0
Tetradecanoic acid 18.36 3.3 ng 99658 4 17.49 597514 20.0
Squalene 23.50 3.0 ng 112384 6 25.05 748872 20.0
Heptacosane 24_14 5.1 ng 191253 6 25.05 748872 20.0
Eicosane 26.29 5.6 ng 209857 6 25.05 748872 20.0
Tetratriacontane 29.39 3.7 ng 138550 6 25.05 748872 20.0
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