LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091215\
Data File : BG018650.D

Acq On : 11 Sep 2015 21:59

Operator : UM/1Z

Sample : G3612-01

Misc :

ALS Vial : 17 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:\HPCHEM1\BNA_G\METHODS\8270-BG091115.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
1 2.888 4 8 13 rVB 39729 48748 1.09% 0.150%
2 2.964 16 21 41 rVV 2042835 2720046 61.06% 8.352%
3 3.105 41 45 53 rvv2 46107 79907 1.79% 0.245%
4 3.182 53 58 75 rvB 698378 969193 21.76% 2.976%
5 5.109 379 386 397 rvB 419544 633918 14.23% 1.946%
6 5.579 459 466 475 rBV 911460 1436922 32.26% 4.412%
7 7.165 727 736 750 rBVY 982226 1643205 36.89% 5.045%
8 7.535 792 799 808 rvVB 957620 1599215 35.90% 4.910%
9 8.006 872 879 886 rBvY 217057 361759 8.12% 1.111%
10 8.329 925 934 943 rVB 705724 1186619 26.64% 3.643%

11 9.163 1063 1076 1083 rBvV 558677 996829 22.38% 3.061%
12 9.233 1083 1088 1093 rVB 48178 67225 1.51% 0.206%
13 10.808 1346 1356 1366 rVB 308149 661307 14.85% 2.031%
14 12.218 1588 1596 1603 rBV 103092 155499 3.49% 0.477%
15 13.252 1764 1772 1779 rBV 1688875 2615293 58.71% 8.030%

16 13.452 1799 1806 1814 rBV 136483 205278 4.61% 0.630%
17 14.075 1906 1912 1917 rBV 355775 542864 12.19% 1.667%
18 14.521 1983 1988 1994 rBV 189326 254655 5.72% 0.782%
19 14.633 1997 2007 2017 rBV2 547810 906968 20.36% 2.785%
20 15.144 2090 2094 2099 rVB3 27302 50148 1.13% 0.154%

21 15.473 2145 2150 2155 rVB 230319 290425 6.52% 0.892%
22 15.879 2211 2219 2225 rBV 69341 128710 2.89% 0.395%
23 16.114 2251 2259 2269 rBV 1413831 2200459 49.40% 6.756%
24 16.331 2291 2296 2300 rBV 279669 405853 9.11% 1.246%
25 17.124 2426 2431 2435 rBV 275626 323749 7.27% 0.994%

26 17.177 2435 2440 2445 rVB2 69494 102813 2.31% 0.316%
27 17.371 2467 2473 2478 rBV2 781467 1205202 27.06% 3.701%
28 17.412 2478 2480 2485 rVB 44289 60301 1.35% 0.185%
29 17.671 2516 2524 2531 rBV10 21187 59715 1.34% 0.183%
30 17.865 2552 2557 2563 rVB 287024 345306 7.75% 1.060%

31 18.258 2618 2624 2628 rBV3 150408 236761 5.32% 0.727%
32 18.552 2670 2674 2679 rBV 254656 321078 7.21% 0.986%
33 19.181 2774 2781 2786 rBV 253304 318425 7.15% 0.978%
34 19.422 2816 2822 2828 rVB 72084 129736 2.91% 0.398%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091215\
Data File : BG018650.D

Acq On : 11 Sep 2015 21:59

Operator : UM/1Z

Sample : G3612-01

Misc :

ALS Vial : 17 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
Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG091115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 19.756 2875 2879 2882 rBV 220478 242615 5.45% 0.745%

36 19.986 2906 2918 2923 rBV 3224685 4454469 100.00% 13.677%
37 20.285 2965 2969 2975 rVB 209695 232294 5.21% 0.713%
38 20.779 3049 3053 3062 rVB 170950 212004 4.76% 0.651%
39 21.284 3134 3139 3152 rBV 241297 425538 9.55% 1.307%
40 21.631 3191 3198 3204 rBVY 873411 1488461 33.42% 4_570%

41 21.825 3227 3231 3238 rVB 108419 154663 3.47% 0.475%
42 22.430 3329 3334 3340 rBV2 96466 170921 3.84% 0.525%
43 23.117 3446 3451 3457 rVB3 68124 123883 2.78% 0.380%
44 23.305 3478 3483 3488 rVB2 52256 94490 2.12% 0.290%
45 23.916 3581 3587 3593 rVB3 48238 96537 2.17% 0.296%

46 24.821 3730 3741 3756 rBVY 501038 1504400 33.77% 4.619%
47 25.973 3927 3937 3946 rBV7 31431 104103 2.34% 0.320%

Sum of corrected areas: 32568509
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091215\
Data File : BG018650.D

Acq On : 11 Sep 2015 21:59

Operator : UM/I1Z

Sample : G3612-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG091115_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG018650.D

3000000

2500000

2.96
2000000

1500000
1000000 5.58 7.17 7.54

3.18 8.33
500000 5.11

9.16
10.81
89.11 23 12 22

Time--> 3.00 350 4.00 450 5.00 550 6.00 650 7.00 750 8.00 850 9.00 9.50 1000 1050 1100 1150 1200 1250
Abundance TIC: BG018650.D

8.01

1999
3000000

2500000
2000000
13.25

1500000 16.11

21.63
1000000 17.37

1 O

1514 15.8

O .... T .... L o L o o e A L AL B B e o B o e o e B T R

Time--> 13.00 13.50 14. OO 14. 50 15. OO 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: BG018650.D

17.86 18.55 1918 19.76| 20.20 2078 21.28

18.2 21.82 22.43

3000000
2500000
2000000
1500000

1000000

24.82
500000

232231  23.92 25.97
e e e e e e e e R AEE e e e ABARESE

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\BG091215\
Data File : BG018650.D

Acq On : 11 Sep 2015 21:59

Operator : UM/I1Z

Sample : G3612-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG091115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

2.96 150.38 ng 2720050 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 50
2 N-Ethylformamide 73 C3H7NO 000627-45-2 32
3 1-Hexen-4-ol, 1-chloro-3,5-dimet... 162 C8H15CIO 100244-09-5 9
4 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9
5 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9

Abundance Scan 20 (2.958 min): BG018650.D (-16) (-) m/z 73.00 100.00%
7B
5000 43 t
89
55 105 2.90 3.00 3.10 3.20 3.30 3.40
o S 111 SN IS SSE —— m/z 43.00 45.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43
2.90 3.00 3.10 3.20 3.30 3.40
a1 89 m/z 89.00 32.55%
0"W”'W”JH”'H”MW'En”'Wh'W”'W”'W”'W”'W“'W”'W”'W”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
30 73
2.90 3.00 3.10 3.20 3.30 3.40
5000 m/z 41.00 9.52%
58
44
15
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #31005: 1-Hexen-4-ol, 1-chloro-3,5-dimethyl-
73 2.90 3.00 3.10 3.20 3.30 3.40
m/z 45.00 7.32%
5000 55
43
o 2735, |, || 65 | 8189 101109 119 129137145
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 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\BG091215\
Data File : BG018650.D

Acq On : 11 Sep 2015 21:59

Operator : UM/I1Z

Sample : G3612-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG091115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

3.18 53.58 ng 969193 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 86
2 Silane, tetramethyl- 88 C4H12Si 000075-76-3 16
3 Borane, dimethoxy- 74 C2H7BO2 004542-61-4 9
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 58 (3.182 min): BG018650.D (-53) (-) m/z 73.00 100.00%
7B
5000
43
e
3.00 320 3.40 3.60
0 .,....,....l,'-.'..%f..'.,..ff.}??..,.?.3.3,....,....,....,....,.... 282 m/z  43.00  30.26%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 S AL N I R
43 3.00 320 340 3.60
m/z 87.00 25.65%
0 'I”"I?K'I"%T'”'Iéﬁ'l'”'I"”I"”I"'W"'W""P"'P"'I”"I”
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
300 320 340 360
5000 m/z 55.00 22 .79%
43
0 15 58 | 88
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #769: Borane, dimethoxy-
73 3.00 320 3.40 3.60
23 m/z 71.10 11.17%
so00] T
| ] =
A B S LA AR S RS AN LA AR SARAN AR AARSI BARSI RN A
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 3.00 320 3.40 3.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091215\
Data File : BG018650.D

Acq On : 11 Sep 2015 21:59

Operator : UM/I1Z

Sample : G3612-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG091115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 5

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

5.11 35.05 ng 633918 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 1,3-Dioxolane-2-methanol, 2,4-di... 132 C6H1203 053951-43-2 28
3 4-Hydroxy-3-hexanone 116 C6H1202 004984-85-4 25
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 Acetone 58 C3H60 000067-64-1 10

Abundance Scan 386 (5.109 min): BG018650.D (-379) (-) m/z 43.00 100.00%
43
59
5000
101 SEEPEEEENED & S
480 5.00 520 5.40
83
o...,....,....,.??.',':...‘??.'!Ii....,?.3..,.'...9,?..:,....,....,.?.2?,1.?‘.‘.,. m/z 59.00 61.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A UL UL LS I
59 480 500 520 540
m/z 101.00 24 _07%
31 83 g3 101
0'“l“'w'“wﬂ'“T“'w'”'w'“w'“lﬁ'w'“'$'“|“'w'“'w'“w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
480 500 520 540
5000 m/z 57.95 18.20%
101
31 58
o 18 50 | 65 7380 87 117 130
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #7867: 4—Hydroxy—3—hexanone LI L L B B |
59 480 5.00 520 5.40
m/z 41.00 8.47%
31
5000
41
o ||, 50 66 73 87 97 116
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091215\
Data File : BG018650.D

Acq On : 11 Sep 2015 21:59

Operator : UM/I1Z

Sample : G3612-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG091115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.54 Concentration Rank 2

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

7.54 88.41 ng 1599220 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 3H-1,2-Dithiol-3-one, 5-methyl- 132 C4H40S2 003620-08-4 9

Abundance Scan 800 (7.541 min): BG018650.D (-792) (-) m/z 132.00 100.00%
132
5000 68
0 54 || g % ‘ 7.20 740 760 7.80
54 . . : :
oo |y18 4 B4 /o 68.00  39.97%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RRRAR RS AR AR
7.20 7.40 7.60 7.80
31 ‘ m/z 134.00 33.68%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
132
7.20 740 760 7.80
5000 m/z 66.00 24 _55%
33 105
51 70 86
- e e e e e e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #48639: Tranylcypromine-propiony! B AL s
57 132 7.20 7.40 7.60 7.80
24 m/z 69.00 16.02%
5000 o 1O
o....,.”.\m..w,.h.,MMwu..“u 88 }??..... S
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091215\
Data File : BG018650.D

Acq On : 11 Sep 2015 21:59

Operator : UM/I1Z

Sample : G3612-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG091115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 7 Undecane Concentration Rank 18

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

9.23 3.72 ng 67225 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane 156 C11H24 001120-21-4 90
2 Decane, 2,3,6-trimethyl- 184 C13H28 062238-12-4 86
3 Hexadecane 226 C16H34 000544-76-3 86
4 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 78
5 Tetradecane 198 C14H30 000629-59-4 78

Abundance Scan 1087 (9.228 min): BG018650.D (-1083) (-) m/z 57.10 100.00%

5000

8.80 9.00 9.20 9.40 9.60

o m/z 43.00 90.67%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #27117: Undecane
57
5000
85 8.80 9.00 9.20 9.40 9.60
29 m/z 71.00 60.41%
‘ 1k ‘ \‘ ‘ \\1]\-3 156
0,....,....,....,................,....,....,....,....I
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43
71 8.80 9.00 9.20 9.40 9.60
5000 m/z 41.00 46.81%
99 141
O T T T T e T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #73965: Hexadecane
8.80 9.00 9.20 9.40 9.60
m/z 85.00 36.44%
5000

| 13141169197226
mz--> 0 50 100 150 200 250 300 350 400 450 500 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091215\
Data File : BG018650.D

Acq On : 11 Sep 2015 21:59

Operator : UM/I1Z

Sample : G3612-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG091115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tridecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.22 4.70 ng 155499 Naphthalene-d8 10.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 86
2 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 72
3 Eicosane 282 C20H42 000112-95-8 72
4 Nonane, 5-(1-methylpropyl)- 184 C13H28 062185-54-0 64
5 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 64
Abundance Scan 1596 (12.218 min): BG018650.D (-1588) (-) m/z 57.05 100.00%
57
71
5000
41
97 112 12.00 12.20 12.40 12.60
0,....',‘...- oy 260 s e W/Z 43.05  71.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45540: Tridecane
43 57
5000 n
12.00 12.20 12.40 12.60
, 85 m/z 71.10 67.02%
0 ‘\ ‘\ | \‘ 99 113127141155 184
miz--> 20 4b eb éo 160 150 150 160 180 200 220 240 2éo 2éo '
Abundance
43 57
71 12.00 12.20 12.40 12.60
5000 m/z 85.00 36.14%
85
o 99 113127141155169183197211226 253 281296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
43 57 12.00 12.20 12.40 12.60
m/z 41.00 34.09%
71
5000
85
L2 s
m/z--> 25 Jo eb éo 160 120 140 160 180 200 220 240 2éo 2éo ' 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091215\
Data File : BG018650.D

Acq On : 11 Sep 2015 21:59

Operator : UM/I1Z

Sample : G3612-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

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

Z:\HPCHEM1\BNA_G\METHODS\8270-BG091115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 15

Peak Number 9 Decane, 2,3,5-trimethyl-

R.T. EstConc Area Relative to ISTD R.T.
13.45 4.53 ng 205278 Acenaphthene-d10 14.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 90
2 Pentadecane 212 C15H32 000629-62-9 86
3 Tetradecane 198 C14H30 000629-59-4 86
4 Hexadecane 226 C16H34 000544-76-3 83
5 Eicosane 282 C20H42 000112-95-8 72

Abundance Scan 1806 (13.452 min): BG018650.D (-1799) (-) m/z 57.10 100.00%
g7
5000 85
113 13.20 13.40 13.60 13.80
ol Ll gl M3 154 108 23 264 s 404 o Us08T 65, o8
m/z--> 50 100 150 200 250 300 350 400
Abundance #45605: Decane, 2,3,5-trimethyl-
57
5000 85
13.20 13.40 13.60 13.80
m/z 71.10 60.88%
29 141
ol ,t ¢.“.ﬁl}? A 169 e
m/z--> 50 100 150 200 250 350 400
Abundance
57
13.20 13.40 13.60 13.80
so00l 22 a5 m/z 85.10 42.84%
113 141 169 212
o —
m/z--> 50 100 150 200 250 350 400
Abundance #55007: Tetradecane I S o T e
57 13.20 13.40 13.60 13.80
m/z 41.00 31.43%
5000 85
29
0 (|1 A J | | 11}3114\.1.169 19\8
m/z--> 50 100 150 200 250 350 400 13.20 13.40 13.60 13.80

8270-BG091115.M Mon Sep 14 04:37:42 2015

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091215\
Data File : BG018650.D

Acq On : 11 Sep 2015 21:59

Operator : UM/I1Z

Sample : G3612-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG091115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Pentadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

14 .52 5.62 ng 254655 Acenaphthene-d10 14.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 93
2 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 90
3 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 90
4 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 86
5 Tetradecane 198 C14H30 000629-59-4 80

Abundance Scan 1988 (14.521 min): BG018650.D (-1983) (-) m/z 57.05 100.00%

5000

14.20 14.40 14.60 14.80
m/z 43.05 68.42%

113140169 212

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

Abundance #64574: Pentadecane
57
85
5000
14.20 14.40 14.60 14.80
29 m/z 71.00 62.81%
0 I 1 \‘ \\‘113\141169 212
L I L e o o o O B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
14.20 14.40 14.60 14.80
5000 85 m/z 85.00 45.15%
126
154
197225 2%
(O I o o L LI B o o o B L
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #45605: Decane, 2,3,5-trimethyl-
57 14.20 14.40 14.60 14.80
m/z 41.00 32.22%
5000 85
29 141
O L N N s,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14. 20 14.40 14.60 14.80

8270-BG091115.M Mon Sep 14 04:37:43 2015 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091215\
Data File : BG018650.D

Acq On : 11 Sep 2015 21:59

Operator : UM/I1Z

Sample : G3612-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG091115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

15.47 6.40 ng 290425 Acenaphthene-d10 14.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Heptadecane 240 C17H36 000629-78-7 90
3 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 90
4 Tetradecane 198 C14H30 000629-59-4 86
5 Eicosane 282 C20H42 000112-95-8 83

Abundance Scan 2149 (15.467 min): BG018650.D (-2145) (-) m/z 57.10 100.00%

7
5000

15.20 15.40 15.60 15.80
m/z 71.05 69.72%

113140 168 197 226

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

Abundance #73966: Hexadecane
57
5000 85
15.20 15.40 15.60 15.80
- 113 m/z 43.05 69.42%
226
A iy
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
57
85 15.20 15.40 15.60 15.80
5000 m/z 85.05  49.80%
29
113141169197 240
O T T T e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #45605: Decane, 2,3,5-trimethyl-
57 15.20 15.40 15.60 15.80
m/z 41.00 36.01%
5000 85
29 141
o1 113 | 169
L o o e e T A I i o o I | ST T e T
m/z--> 0 50 100 150 200 250 300 350 400 450 15.20 15.40 15.60 15.80

8270-BG091115.M Mon Sep 14 04:37:44 2015 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091215\
Data File : BG018650.D

Acq On : 11 Sep 2015 21:59

Operator : UM/I1Z

Sample : G3612-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG091115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Decane, 5-propyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.33 6.74 ng 405853 Phenanthrene-d10 17.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane, 5-propyl- 184 C13H28 017312-62-8 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Eicosane 282 C20H42 000112-95-8 87
4 Tetradecane 198 C14H30 000629-59-4 86
5 Dodecane, 4-methyl- 184 C13H28 006117-97-1 80

Abundance Scan 2296 (16.331 min): BG018650.D (-2291) (-) m/z 57.00 100.00%

g7

5000
4
113 140 169 16.00 16.20 16.40 16.60
ol 197 223240 280 m/z 71.00 71.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #45547: Decane, 5-propyl-
57
5000
4 85 16.00 16.20 16.40 16.60
m/z 43.05 67.70%
112 140
0 .”,.é.qh..w,nh.,”.:\.ﬂ.,ﬁ”.‘.%55..”154.................w.....
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
85 16.00 16.20 16.40 16.60
5000 m/z 85.00 47 .96%
41
113
ol 26 141 169 197 225 253268 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107653: Eicosane
57 16.00 16.20 16.40 16.60
m/z 41.00 30.82%
5000 4 85

26| ‘ | | M8 141 169 197 225 053 282

| s S - SamAS s S B s s

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16. 00 16. 20 16 40 16. 60

8270-BG091115.M Mon Sep 14 04:37:45 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091215\
Data File : BG018650.D

Acq On : 11 Sep 2015 21:59

Operator : UM/I1Z

Sample : G3612-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG091115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 13 Tetradecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.12 5.37 ng 323749 Phenanthrene-d10 17.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Heptadecane 240 C17H36 000629-78-7 90
3 Undecane 156 C11H24 001120-21-4 80
4 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 80
5 Eicosane 282 C20H42 000112-95-8 74
Abundance Scan 2430 (17.118 min): BG018650.D (-2426) (-) m/z 57.10 100.00%
5000
113 16.80 17.00 17.20 17.40
o 141165196225254 m/z 71.10 64.02%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #55008: Tetradecane
57
5000 85
16.80 17.00 17.20 17.40
29 m/z 43.00 62 .54%
0 [l gt ‘ \ \\ \’113141169198
m/z--> 6 55 100 1éo 200 250 300 3éo 400 4%0 560 5%0
Abundance
57
g5 16,80 17.00 17.20 17.40
5000 m/z 85.05 49.61%
29
. 113141160197 240
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27119: Undecane
5 16.80 17.00 17.20 17.40
m/z 41.00 31.20%
5000 85
29
13 156
(o} T e e
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 1680 1700 1720 1f40 '

8270-BG091115.M Mon Sep 14 04:37:45 2015 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091215\
Data File : BG018650.D

Acq On : 11 Sep 2015 21:59

Operator : UM/I1Z

Sample : G3612-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG091115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 14 Decane, 1l-i1odo- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.86 5.73 ng 345306 Phenanthrene-d10 17.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 86
2 Decane, 1-i1odo- 268 C10H211 002050-77-3 83
3 Eicosane 282 C20H42 000112-95-8 80
4 Hexadecane 226 C16H34 000544-76-3 80
5 Undecane, 5,7-dimethyl- 184 C13H28 017312-83-3 80
Abundance Scan 2556 (17.859 min): BG018650.D (-2552) (-) m/z 57.05 100.00%
5000
113 17.60 17.80 18.00 18.20
o 141169197225 281 m/z  71.05 74 . 590
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #55010: Tetradecane
57
5000 85
29 17.60 17.80 18.00 18.20
m/z 43.00 68.26%
198
0 .\.‘.“l“‘.‘l‘.““.“‘,lﬂ-?“}ﬂ:.[??.‘,....,....,....,....,....,....,...
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57
o 17.60 17.80 18.00 18.20
5000 m/z 85.10 55.83%
29
155
o 127 | 183 268
m/z--> §0 160 1éo 200 250 300 3éo 460 4%0 560
Abundance #107652: Eicosane
7 17.60 17.80 18.00 18.20
m/z 41.00 28.21%
5000
85
29
ol 113141169 282
m/z--> 5'0 1(')0 1&'30 2(')0 25'30 3(')0 3&'30 4(')0 4&1,0 5(')0 17.I60 17.I8O 18.|00 18.|20

8270-BG091115.M Mon Sep 14 04:37:46 2015 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091215\
Data File : BG018650.D

Acq On : 11 Sep 2015 21:59

Operator : UM/I1Z

Sample : G3612-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG091115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 15 n-Hexadecanoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
18.26 3.93 ng 236761 Phenanthrene-d10 17.37
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 89
3 Octadecanoic acid 284 C18H3602 000057-11-4 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Pentadecanoic acid 242 C15H3002 001002-84-2 59
Abundance Scan 2624 (18.258 min): BG018650.D (-2618) (-) m/z 73.00 100.00%
43 s
5000
129 013
SO ™ 1560 16120 1640 1960
o g3 28 A0 Thnsz 43.00 78.78%
m/z--> 50 100 150 200 250 300 350 400
Abundance #92228: n-Hexadecanoic acid
43 73
5000 256 LR B SIS BN B
129 18.00 18.20 18.40 18.60
o7 o o 21 m/z 60.00 78.69%
185
0 . “: L ™ Hl‘ N‘Mu“h‘l“ M‘:“ﬁ 1 T ‘: I‘ |‘|‘ ‘l |“| 2|3|6| ‘: ——T — T
m/z--> 50 100 150 200 250 300 350 400
Abundance
73
43 ' 18.00 18.20 18.40 18.60
5000 129 m/z 55.00 61.50%
171
97 214
152
L L L WL L UL UL WL W
m/z--> 50 100 150 200 250 300 350 400
Abundance #108839: Octadecanoic acid A MM na
43 13 18.00 18.20 18.40 18.60
m/z 57.00 57.58%
5000
129 284
‘[97 185 241
Olhlulwlll‘l\\ll\l\ |M|h= |‘::-5|7|L|{|‘|2|]‘-3|‘| I{IJIIII — . e A T T =
m/z--> 50 100 150 200 250 300 350 400 18.00 18.20 18.40 18.60

8270-BG091115.M Mon Sep 14 04:37:46 2015 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091215\
Data File : BG018650.D

Acq On : 11 Sep 2015 21:59

Operator : UM/I1Z

Sample : G3612-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG091115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 16 Eicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.55 5.33 ng 321078 Phenanthrene-d10 17.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexadecane 226 C16H34 000544-76-3 86
4 Nonadecane 268 C19H40 000629-92-5 86
5 Tridecane, 3-ethyl- 212 C15H32 013286-73-2 80
Abundance Scan 2674 (18.552 min): BG018650.D (-2670) (-) m/z 57.10 100.00%
57
e 1 AL
113 141 18.20 18.40 18.60 18.80
ol 7, 47 200 191211 253 282 386 s 73 05 73.53%
m/z--> 50 100 150 200 250 300 350
Abundance #107652: Eicosane
57
5000 AR B AR AR B
85 mmmmmmmm
29 m/z 43.00 64.51%
bl M e 0 ee2
m/z--> 50 100 150 200 250 300 350
Abundance
57
o 18.20 1840 18.60 18.80
5000 m/z 85.05 51.49%
29 113
o 141 169 197 225 253 296
m/z--> 55 160 150 260 2éo 360 3éo
Abundance #73963: Hexadecane P T R T
57 18.20 18.40 18.60 18.80
m/z 41.00 27 .54Y%
5000 85
29
ol w L g8 141 169 197 226
m/z--> 55 160 150 260 250 360 350 1820 1840 1860 1880 '

8270-BG091115.M Mon Sep 14 04:37:47 2015 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091215\
Data File : BG018650.D

Acq On : 11 Sep 2015 21:59

Operator : UM/I1Z

Sample : G3612-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG091115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 17 Tridecane, 6-propyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
19.18 5.28 ng 318425 Phenanthrene-d10 17.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Tridecane, 6-propyl- 226 C16H34 055045-10-8 74
3 Hexadecane 226 C16H34 000544-76-3 74
4 Heptacosane 380 C27H56 000593-49-7 72
5 Dodecane, 1-iodo- 296 C12H251 004292-19-7 72
Abundance Scan 2781 (19.181 min): BG018650.D (-2774) (-) m/z 57.05 100.00%
g7
5000
e e St
113 155 18.80 19.00 19.20 19.40
Ob—t .H.J. AT, e 1128 281 4% hs5 71.05  68.95%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64575: Pentadecane
57
5000 AR RARAARER B
85 18.80 19.00 19.20 19.40
29 m/z 43.05 64 .09%
0 \‘ | ‘ I A \‘ 113 141 169 212
m/z--> 50 100 1%0 200 250 300 350 400
Abundance
43
71 R ISR AU SUMILE
18.80 19.00 19.20 19.40
5000 m/z 85.05 52.67%
99 126 154 183
Oy T '%zp' Tt LN AL DU
m/z--> 50 100 150 200 250 300 350 400
Abundance #73965: Hexadecane R e A e
57 18.80 19.00 19.20 19.40
m/z 41.00 24 _.83%
85
29
0 J | ,113 141 169 197 226
m/z--> 50 1& 150 200 250 300 350 400 18/80 19.00 19.20 19.40

8270-BG091115.M Mon Sep 14 04:37:48 2015 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091215\
Data File : BG018650.D

Acq On : 11 Sep 2015 21:59

Operator : UM/I1Z

Sample : G3612-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG091115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 18 Tetracosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
19.76 3.26 ng 242615 Chrysene-di12 21.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane, 1-i1odo- 310 C13H271 035599-77-0 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
4 Pentadecane 212 C15H32 000629-62-9 90
5 Octadecane 254 C18H38 000593-45-3 90

Abundance Scan 2880 (19.762 min): BG018650.D (-2875) (-) m/z 57.05 100.00%

5000

19.40 19.60 19.80 20.00
m/z 71.10 76.54%

113
141 178202355 966

o 311

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #122578: Tridecane, 1-iodo-

3

5000 85 L L B e B B
19.40 19.60 19.80 20.00

28 183 m/z 43.05 63.42%
113
0 .k‘ﬂ,.:‘m.L.‘.u.fSF..h L
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
B e e e e e
19.40 19.60 19.80 20.00
5000 85 m/z 85.05 53.71%
29 113
0 141 169 197 225 253 281 309 338
T T T T T T T T T [ T [T T T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #115581: Heptadecane, 2,6,10,15-tetramethyl- B L E R R S
57 19.40 19.60 19.80 20.00
m/z 41.00 22.12%
h ] WNJ\/WN\
113
0 l I J L 141 183 211 239 267 296
T e o e I B UL e e e o e o o R
m/z--> 50 100 150 200 250 300 350 400 450 19.40 19.60 19.80 20.00

8270-BG091115.M Mon Sep 14 04:37:49 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091215\
Data File : BG018650.D

Acq On : 11 Sep 2015 21:59

Operator : UM/I1Z

Sample : G3612-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG091115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 19 Tritetracontane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

20.29 3.12 ng 232294 Chrysene-di12 21.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tritetracontane 605 C43H88 007098-21-7 83
2 Nonadecane 268 C19H40 000629-92-5 74
3 Hexadecane 226 C16H34 000544-76-3 72
4 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 72
5 Heptacosane 380 C27H56 000593-49-7 68

Abundance Scan 2970 (20.291 min): BG018650.D (-2965) (-) m/z 57.00 100.00%

g7
5000

99 RN R e e EARERR
20.00 20.20 20.40 20.60
41 183
ob bt 183 2s0 281 30 h7y 71.05  82.21%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172667: Tritetracontane

57

%

5000 LN I L L L L L
20.00 20.20 20.40 20.60
m/z 43.00 59.93%
0 “hyd H“ 169 211 253 295 337 379 421 463 505 547 604
AR A DR e e e e e e e e
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
A SR R B
20.00 20.20 20.40 20.60
5000 m/z 85.10 55.92%

27 99 141 183 225 268

%

o] B A B U UM U
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #73963: Hexadecane S
57 20.00 20.20 20.40 20.60
m/z 55.00 30.53%
5000

%

99
21 |, 141 183 226

L SN

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

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091215\
Data File : BG018650.D

Acq On : 11 Sep 2015 21:59

Operator : UM/I1Z

Sample : G3612-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG091115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 20 1-Pentadecene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.28 5.72 ng 425538 Chrysene-di12 21.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentadecene 210 C15H30 013360-61-7 70
2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 58
3 Tridecane 184 C13H28 000629-50-5 58
4 1-Nonadecanol 284 C19H400 001454-84-8 53
5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 53
Abundance Scan 3138 (21.278 min): BG018650.D (-3134) (-) m/z 57.00 100.00%
57
J V ]m 1 21.00 21.20 21,40 21.60
140 : : : :
ol s LA Li) 060 20723261208 w50 a3 2308 74 oo
m/z--> 50 100 150 200 250 300 350 400
Abundance #63048: 1-Pentadecene
43
83
5000 RIS SRS SN BRI SUMRE
21.00 21.20 21.40 21.60
11 m/z 71.00 67 .44%
oL i) 0 220
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
69 RIS SRS N BRI SUNRE
97 21.00 21.20 21.40 21.60
5000 m/z 55.00 50.43%
125
o 153 196 224
m/z--> §o 160 1%0 260 250 360 3%0 460
Abundance #45543: Tridecane LI L L N LB L
57 21.00 21.20 21.40 21.60
m/z 85.05 49 .66%
5000 85
29
112 184
0 --inL*-‘WL"v&?ﬁ---“u UL SN AR SR S RIS BRI N BRI SUNRE
m/z--> 50 100 150 200 250 300 350 400 21.00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091215\
Data File : BG018650.D

Acq On : 11 Sep 2015 21:59

Operator : UM/1Z

Sample : G3612-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG091115_.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... 2.96 150.4 ng 2720050 1 8.01 361759 20.0
Butane, 2-methoxy... 3.18 53.6 ng 969193 1 8.01 361759 20.0
2-Pentanone, 4-hy... 5.11 35.0 ng 633918 1 8.01 361759 20.0
unknown? .54 7.54 88.4 ng 1599220 1 8.01 361759 20.0
Undecane 9.23 3.7 ng 67225 1 8.01 361759 20.0
Tridecane 12.22 4.7 ng 155499 2 10.81 661307 20.0
Decane, 2,3,5-tri... 13.45 4.5 ng 205278 3 14.63 906968 20.0
Pentadecane 14.52 5.6 ng 254655 3 14.63 906968 20.0
Hexadecane 15.47 6.4 ng 290425 3 14.63 906968 20.0
Decane, 5-propyl- 16.33 6.7 ng 405853 4 17.37 1205200 20.0
Tetradecane 17.12 5.4 ng 323749 4 17.37 1205200 20.0
Decane, l-iodo- 17.86 5.7 ng 345306 4 17.37 1205200 20.0
n-Hexadecanoic acid 18.26 3.9 ng 236761 4 17.37 1205200 20.0
Eicosane 18.55 5.3 ng 321078 4 17.37 1205200 20.0
Tridecane, 6-propyl- 19.18 5.3 ng 318425 4 17.37 1205200 20.0
Tetracosane 19.76 3.3 ng 242615 5 21.63 1488460 20.0
Tritetracontane 20.29 3.1 ng 232294 5 21.63 1488460 20.0
1-Pentadecene 21.28 5.7 ng 425538 5 21.63 1488460 20.0
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