LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO071816\
Data File : BG023168.D

Acq On 18 Jul 2016 21:16

Operator : UM/SJ

Sample : H4044-13

Misc :

ALS Vial : 13 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-BG070816 .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 3.020 27 31 37 rvB 304561 423090 5.74% 0.732%
2 3.161 50 55 64 rBv2 202615 409472 5.56% 0.708%
3 4.272 238 244 247 rBV3 40922 77387 1.05% 0.134%
4 5.194 395 401 409 rBv 170295 292959 3.98% 0.507%
5 5.664 475 481 494 rBV 1839381 3163384 42.93% 5.473%
6 7.268 745 754 768 rBV 2112162 3871509 52.54% 6.698%
7 7.644 808 818 828 rBV 2080150 3773468 51.21% 6.529%
8 8.108 890 897 905 rBV 583490 1003322 13.62% 1.736%
9 8.437 942 953 961 rBV 1623536 2932189 39.80% 5.073%
10 9.278 1087 1096 1107 rBV 1483507 2756298 37.41% 4.769%

11 10.935 1370 1378 1386 rBV 814790 1499272 20.35% 2.594%
12 13.367 1783 1792 1801 rBV 3837555 6007371 81.53% 10.394%
13 14.190 1925 1932 1937 rBV 538558 825838 11.21% 1.429%
14 14.748 2018 2027 2033 rBV2 1255075 2092278 28.40% 3.620%
15 15.559 2161 2165 2171 rVB2 78358 115779 1.57% 0.200%

16 16.228 2272 2279 2290 rBV 2537930 4030345 54.70% 6.973%
17 16.416 2306 2311 2323 rBvV2 100213 208885 2.83% 0.361%
18 17.210 2441 2446 2449 rBV2 105223 139590 1.89% 0.242%
19 17.486 2486 2493 2497 rBV 1494785 2328067 31.60% 4.028%
20 17.527 2497 2500 2507 rVB 337335 493971 6.70% 0.855%

21 17.615 2512 2515 2520 rVB 54816 79779 1.08% 0.138%
22 18.344 2635 2639 2644 rBV3 122727 202472 2.75% 0.350%
23 18.402 2646 2649 2655 rVB3 79494 139470 1.89% 0.241%
24 18.549 2669 2674 2678 rBV2 78750 152392 2.07% 0.264%
25 19.254 2790 2794 2799 rBvV4 71561 123412 1.67% 0.214%

26 19.524 2835 2840 2846 rVB 700753 967443 13.13% 1.674%
27 19.848 2892 2895 2897 rBV2 83732 110807 1.50% 0.192%
28 19.883 2897 2901 2909 rVB 636727 888590 12.06% 1.537%
29 20.077 2927 2934 2940 rBV 5169144 7368136 100.00% 12.748%
30 20.353 2978 2981 2983 rBv4 73879 101305 1.37% 0.175%

31 20.470 2997 3001 3005 rBV2 81828 122825 1.67% 0.213%
32 21.363 3149 3153 3160 rBV3 257208 466394 6.33% 0.807%
33 21.604 3191 3194 3200 rVB 240539 337912 4_.59% 0.585%
34 21.745 3210 3218 3224 rBV2 1483739 3132267 42.51% 5.419%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO071816\
Data File : BG023168.D

Acq On 18 Jul 2016 21:16

Operator : UM/SJ

Sample : H4044-13

Misc :

ALS Vial : 13 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 - 0 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-BG070816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 21.792 3224 3226 3234 rVB 324936 493988 6.70% 0.855%

36 23.579 3524 3530 3540 rVB2 871478 1707312 23.17% 2.954%
37 24.119 3617 3622 3634 rVB5 184463 571497 7.76% 0.989%
38 25.036 3770 3778 3788 rVB2 616716 1774143 24.08% 3.070%
39 25.529 3856 3862 3872 rVB3 471200 1156381 15.69% 2.001%
40 26.134 3959 3965 3976 rVB3 532702 1456745 19.77% 2.520%

Sum of corrected areas: 57797744
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO071816\
Data File : BG023168.D

Acq On 18 Jul 2016 21:16

Operator : UM/SJ

Sample - H4044-13

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG023168.D
5000000

4000000

3000000

7.27 7.64
2000000 5.66

8.44 9.28

1000000 10.93

8.11
38216
\A\L 4.27 5'19

e R RRARA RERa L e L A RS AR AR E R AR A RA A RAR A AR

Time--> 3.00 3.50 4.00 450 5.00 550 6.00 650 700 750 8.00 8.50 9.00 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG023168.D

20.08
5000000

4000000 13.37
3000000
16.23

2000000 21.75

1000000
14.19

15.56
(0 o e L LA A5 . s e o e o e o L B o o o o

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: BG023168.D

5000000
4000000
3000000

2000000
23.58

25.04
1000000 1 25.53 26.13

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:\HPCHEM1\BNA_G\DATA\BGO071816\
Data File : BG023168.D

Acq On 18 Jul 2016 21:16

Operator : UM/SJ

Sample - H4044-13

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816 .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 unknown3.02 Concentration Rank 6

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

3.02 8.43 ng 423090 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3-Dioxolane, 2-pentadecyl- 284 C18H3602 004360-57-0 32
2 Benzeneacetic acid, .alpha.-[[(t... 252 C13H2003Si 057397-46-3 9
3 Glycine, N-acetyl- 117 C4H7NO3 000543-24-8 9
4 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance Scan 31 (3.020 min): BG023168.D (-27) (-) m/z 73.05 100.00%

‘ 2.903.003.103.203.30 3.40
AL07 L7l 206 245 284 32 il m/z 43.10 43.35%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #131282: 1,3-Dioxolane, 2-pentadecyl-
73

5000 VSIS VAL AR N
2.903.003.103.203.30 3.40
m/z 89.00 29.77%

43 | 101 137165194222 254283
B e R
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
73 103

3
5000 43
T .l, T

222 2.903.003.103.203.303.40
5000 m/z 41.05 7.72%
45 193
131161 252
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8450: Glycine, N-acetyl-
30 2.903.003.103.203.303.40
m/z 42.05 6.83%
5000
72
| T
IIIIIIIIII‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 0 50 100 150 200 250 300 350 400 450 500 2.903.003.103.203.303.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO071816\
Data File : BG023168.D

Acq On 18 Jul 2016 21:16

Operator : UM/SJ

Sample - H4044-13

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816 .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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 9

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

5.19 5.84 ng 292959 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
4 Guanidine 59 CH5N3 000113-00-8 9
5 3-0Octanol 130 C8H180 000589-98-0 9

Abundance Scan 400 (5.188 min): BG023168.D (-395) (-) m/z 43.10 100.00%

43
5000

101 R RREEE R

480 5.00 5.20 5.40 5.60
o W03, 147 181 221 292319344 Al7 476 | h/z 59.05  65.93%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000

480 5.00 5.20 540 5.60
m/z 101.10 19.83%

‘ 101
e —
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
43
R R e N R EE
4.80 5.00 5.20 5.40 5.60
5000 m/z 58.10 13.74%
15 S, 101

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

Abundance #4035: 2,3-Butanedione, monooxime
3 4.80 5.00 5.20 5.40 5.60
m/z 41.05 8.83%
5000
101
15
P
m/z--> 0 50 100 150 200 250 300 350 400 450 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO071816\
Data File : BG023168.D

Acq On 18 Jul 2016 21:16

Operator : UM/SJ

Sample - H4044-13

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816 .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 4 unknown7.64 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.64 75.22 ng 3773470 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 18
2 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10
3 1H-Indazole, 7-methyl- 132 C8H8N2 1000316-00-7 10
4 Cyclopropanamine, l-phenyl- 133 C9H11N 1000351-26-2 10
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9
Abundance Scan 817 (7.638 min): BG023168.D (-808) (-) m/z 132.00 100.00%
132
68
5000
740 7.60 7.80 8.00
,....,....l,l.. 220 201 381 368 412 446 486 541 m/z 68.05 61.37%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R I L L
7.40 7.60 7.80 8.00
21 m/z 66.10 41.54%
‘Ml \‘

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

Abundance
132
R e R
7.40 7.60 7.80 8.00
5000 m/z 134.00 33.78%
og 63 104
L B o B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14500: 1H-Indazole, 7-methy!l- e B e m
132 7.40 7.60 7.80 8.00
m/z 69.10 27.62%
5000
77104
39
7 S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO071816\
Data File : BG023168.D

Acq On 18 Jul 2016 21:16

Operator : UM/SJ

Sample - H4044-13

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816 .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 1-Hexacosanol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.36 2.98 ng 466394 Chrysene-di12 21.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexacosanol 382 C26H540 000506-52-5 70
2 n-Tetracosanol-1 354 C24H500 000506-51-4 70
3 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 62
4 Octacosanol 410 C28H580 000557-61-9 58
5 1-Hexadecanol 242 C16H340 036653-82-4 53
Abundance Scan 3152 (21.358 min): BG023168.D (-3149) (-) m/z 57.10 100.00%
g7
5000 5 028
40 178 J 259 21.00 21.20 21.40 21.60
TV .31 g s 204 326354382 415 449476506 538 | 0T 43 10 71.57%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #203698: 1-Hexacosanol
43
5000 83 LN DAL SR BN B B

21,00 21.20 21.40 21.60
m/z 71.05 58.03%

11
ﬂ“h 139168196224252280308336364

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

I

Abundance
43
R AR REEES R
21.00 21.20 21.40 21.60
5000 83 m/z 83.10 53.46%
111
15 140168196 238266 308336
R B e B B e R
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #197885: Trichloroacetic acid, pentadecy! ester e REREE
21.00 21.20 21.40 21.60
m/z 69.10 52.31%
5000

39 182210
i
miz-> 0 50 100 150 200 250 300 350 400 450 500 21100 21.20 21.40 2160
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO071816\
Data File : BG023168.D

Acq On 18 Jul 2016 21:16

Operator : UM/SJ

Sample - H4044-13

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816 .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 Oxirane, heptadecyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.58 19.25 ng 1707310 Perylene-d12 25.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 96
2 Oxirane, heptadecyl- 282 C19H380 067860-04-2 94
3 Tetradecanal 212 C14H280 000124-25-4 94
4 Oxirane, hexadecyl- 268 C18H360 007390-81-0 94
5 Oleyl alcohol, methyl ether 282 C19H380 1000352-68-0 91
Abundance Scan 3530 (23.579 min): BG023168.D (-3524) (-) m/z 57.10 100.00%
g7
96
5000
IR AR SN PR I
152 254 23.20 23.40 23.60 23.80
obrd, 194223254281 334 383411 464495 536 n/z 82.10 86 _.50%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #117607: Octadecanal
43, 82
5000
23.20 23.40 23.60 23.80
m/z 43.10 78.47%
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43 82
23.20 23.40 23.60 23.80
5000 m/z 55.10 71.60%
110

138166194 236264

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #71297: Tetradecanal L e
57 23.20 23.40 23.60 23.80

m/z 96.10 59.69%

:

5000 %

24 1?8194

-

m/z--> 0 50 100 150 200 250 300 350 400 450 500 23 20 23 40 23. 60 23. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO071816\
Data File : BG023168.D

Acq On 18 Jul 2016 21:16

Operator : UM/SJ

Sample - H4044-13

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816 .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-Tricosene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

24 .12 6.44 ng 571497 Perylene-di12 25.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tricosene 322 C23H46 018835-32-0 91
2 Z-5-Nonadecene 266 C19H38 1000131-11-8 90
3 Decane, 5,6-bis(2,2-dimethylprop... 278 C20H38 073002-85-4 90
4 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 87
5 1-Docosene 308 C22H44 001599-67-3 83

Abundance Scan 3622 (24.119 min): BG023168.D (-3617) (-) m/z 83.10 100.00%

43| 83

5000 11

%

38 181 218 208 339 23.80 24.00 24.20 24.40
371399 439
e Al W,-L'-"‘,lu'--'““ 100498 847 Tm/z 57.10  98.98%

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #163016: 1-Tricosene
57
5000 LA L L L L L L LN L |

23.80 24.00 24.20 24.40
m/z 43.10 85.12%

29

l H L | h 953482210238266294322
B LA e —

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

55 83

%

23.80 24.00 24.20 24.40
5000 111 m/z 97.05 82 .34Y%

266
139463 210238

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

Abundance #126205: Decane, 5,6-bis(2,2-dimethylpropylidene)-, (Z,2)- e BEmaE BT R
3 23.80 24.00 24.20 24.40
a m/z 69.10 78.17%
5000 1
139 181 221
L 278
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23. 80 24. 00 24 20 24. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO071816\
Data File : BG023168.D

Acq On 18 Jul 2016 21:16

Operator : UM/SJ

Sample - H4044-13

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816 .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 Octadecanal Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
25.53 13.04 ng 1156380 Perylene-d12 25.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 76
2 Oxirane, heptadecyl- 282 C19H380 067860-04-2 74
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 72
4 Tetradecanal 212 C14H280 000124-25-4 70
5 2-Heptadecenal 252 C17H320 1000143-48-6 62
Abundance Scan 3862 (25.529 min): BG023168.D (-3856) (-) m/z 57.10 100.00%

5000

:

25.20 25.40 25.60 25.80
m/z 82.10 86.17%

9267 297327 360390 424453 498 537
mz-> 0 50 100 150 200 250 300 350 400 450 500

0!

Abundance #117604: Octadecanal

82

%

5000 T TTTT TTTT TT T T[T TTT]
25 20 25 40 25. 60 25.80
‘ m/z 43.10 82.42%
.1@\.\‘\\w\“\\wﬂ3716619422225°...
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43 82
A —
25.20 25.40 25.60 25.80
5000 m/z 96.10 70.02%
110
138

166194 236264

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #117617: Oxirane, hexadecy!- T
25.20 25.40 25.60 25.80

m/z 83.10 64 .67%

%

5000

-

38166 208 250
miz—-> 0 50 100 150 200 250 300 350 400 450 500 2520 25.40 25.60 25.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO071816\
Data File : BG023168.D

Acq On 18 Jul 2016 21:16

Operator : UM/SJ

Sample - H4044-13

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816 .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 Heptacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
26.13 16.42 ng 1456750 Perylene-d12 25.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 93
2 Hexadecane 226 C16H34 000544-76-3 91
3 Octadecane, 2-methyl- 268 C19H40 001560-88-9 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Hentriacontane 437 C31H64 000630-04-6 87
Abundance Scan 3964 (26.128 min): BG023168.D (-3959) (-) m/z 57.10 100.00%
NSNS UL SRR
1 169 25.80 26.00 26.20 26.40
141 207 251 301327356385416 470 515 549 n/z 71.10 74 11%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #202662: Heptacosane
57
5000 AR S IO BARAE
85 25,80 26.00 26.20 26.40
m/z 43.10 55_.56%
290 “ﬂ}3}41169197225253281 323351380
m/z--> Sb 100 150 200 250 300 350 400 450 500 550
Abundance
57
25.80 26.00 26.20 26.40
5000 85 m/z 85.10 48 .60%
29 113141169197226
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #117648: Octadecane, 2-methyl- R R L e e
43 25.80 26.00 26.20 26.40
m/z 55.10 20.24%
| MM‘M/\/MM/\M/MW
5000
99
m/z--> 50 100 1éo 200 250 300 350 400 450 500 550 25.80 26.00 26.20 26.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO071816\
Data File : BG023168.D

Acq On 18 Jul 2016 21:16

Operator : UM/SJ

Sample : H4044-13

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816_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]
unknown3 .02 3.02 8.4 ng 423090 1 8.11 1003320 20.0
2-Pentanone, 4-hy... 5.19 5.8 ng 292959 1 8.11 1003320 20.0
unknown? .64 7.64 75.2 ng 3773470 1 8.11 1003320 20.0
1-Hexacosanol 21.36 3.0 ng 466394 5 21.75 3132270 20.0
Oxirane, heptadecyl- 23.58 19.3 ng 1707310 6 25.04 1774140 20.0
1-Tricosene 24 .12 6.4 ng 571497 6 25.04 1774140 20.0
Octadecanal 25.53 13.0 ng 1156380 6 25.04 1774140 20.0
Heptacosane 26.13 16.4 ng 1456750 6 25.04 1774140 20.0
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