LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG013017\
Data File : BG025714.D

Aca On : 30 Jan 2017 21:10

Operator : SJ/MA

Sample : 11305-01

Misc :

ALS Vial : 14 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-BG013017.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 5.225 400 406 417 rBV 479672 835137 3.78% 0.262%
2 5.701 481 487 500 rBV 1111755 2048043 9.27% 0.642%
3 7.329 754 764 782 rBVY 1304394 2494764 11.29% 0.783%
4 7.582 801 807 816 rVB 474028 815453 3.69% 0.256%
5 7.699 819 827 830 rBVY 1276805 2550806 11.54% 0.800%
6 7.728 830 832 842 rVB 1278171 1856427 8.40% 0.582%
7 8.204 907 913 925 rVB 1420690 2641257 11.95% 0.829%
8 8.522 954 967 975 rBV2 2084557 5318078 24.07% 1.668%
9 8.616 975 983 989 rBVY 2820311 4916606 22.25% 1.542%
10 8.686 989 995 1002 rVB2 462752 1160174 5.25% 0.364%

11 8.945 1032 1039 1049 rBV 2111198 3837237 17.37% 1.204%
12 9.250 1083 1091 1100 rVB 2404970 4336200 19.62% 1.360%
13 9.350 1100 1108 1112 rBV 882559 1660935 7.52% 0.521%
14 9.397 1112 1116 1131 rVB 1031775 1831444 8.29% 0.575%
15 9.908 1195 1203 1216 rVB 1468023 2722366 12.32% 0.854%

16 10.108 1229 1237 1246 rBV 1018052 1900463 8.60% 0.596%
17 10.384 1274 1284 1295 rBV 1171628 1980613 8.96% 0.621%
18 10.854 1354 1364 1375 rBV 3135534 5578758 25.25% 1.750%
19 10.995 1380 1388 1391 rVV 381534 683879 3.09% 0.215%
20 11.048 1391 1397 1408 rVB 1367821 2540352 11.50% 0.797%

21 11.301 1431 1440 1449 rBV 928828 1573109 7.12% 0.493%
22 12.640 1659 1668 1680 rBV 4411890 7560592 34.22% 2.372%
23 13.245 1764 1771 1778 rBV 3165756 5212374 23.59% 1.635%
24 13.322 1778 1784 1794 rVV 2974666 5633754 25.50% 1.767%
25 13.416 1794 1800 1810 rVB 2394226 3765984 17.04% 1.181%

26 14.244 1932 1941 1949 rBV 3452577 5446729 24.65% 1.709%
27 14.391 1958 1966 1978 rVB 4227843 6819968 30.86% 2.139%
28 14.797 2029 2035 2043 rBvV 660849 1044234 4.73% 0.328%
29 15.043 2069 2077 2095 rBV2 953261 2293996 10.38% 0.720%
30 15.196 2095 2103 2116 rVB3 6015690 11319040 51.23% 3.551%

31 15.825 2201 2210 2220 rVB 5230140 7661811 34.67% 2.404%
32 16.289 2278 2289 2297 rBV 2344008 3762915 17.03% 1.180%
33 16.718 2355 2362 2369 rBV 7440103 10996239 49.76% 3.450%
34 17.200 2438 2444 2462 rBV 3776713 6339290 28.69% 1.989%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG013017\
Data File : BG025714.D

Aca On : 30 Jan 2017 21:10

Operator : SJ/MA

Sample : 11305-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs - O

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1I\BNA G\METHODS\8270-BG013017.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 17.546 2497 2503 2506 rBV2 879626 1445499 6.54% 0.453%
36 17.587 2506 2510 2519 rVV 4432067 6906857 31.26% 2.167%
37 17.681 2519 2526 2536 rVB 3984844 6240344 28.24% 1.958%
38 18.469 2653 2660 2667 rVB 6742913 9303206 42.10% 2.919%
39 19.597 2844 2852 2858 rBV 9759834 15227727 68.91% 4_.777%
40 19.955 2903 2913 2923 rBVY 8226058 13438092 60.82% 4.216%
41 20.126 2936 2942 2948 rBVY 5203869 7057892 31.94% 2.214%
42 20.801 3051 3057 3063 rBY 5392609 6575123 29.76% 2.063%
43 21.406 3154 3160 3169 rBV5 222237 511624 2.32% 0.161%
44 21.659 3196 3203 3212 rVB 11057830 15789240 71.46% 4 .953%
45 21.835 3224 3233 3236 rBY 1013320 1766931 8.00% 0.554%
46 21.888 3236 3242 3253 rVB 7432490 14026348 63.48% 4 _.400%
47 22.911 3407 3416 3423 rVB 7054974 14027895 63.48% 4.401%
48 24.156 3612 3628 3634 rBY 6361735 20609833 93.27% 6.466%
49 24.233 3634 3641 3651 rVB 6836352 17655579 79.90% 5.539%
50 25.073 3769 3784 3797 rVB 4102073 12681022 57.39% 3.978%
51 25.220 3797 3809 3821 rBV 558259 1769544 8.01% 0.555%
52 26.236 3975 3982 3995 rVB5 166657 497562 2.25% 0.156%
53 29.191 4455 4485 4497 rBV4 3583414 22096435 100.00% 6.932%

Sum of corrected areas: 318765780
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA G\DATA\BGO013017\

BG025714.D

30 Jan 2017 21:10

SJ/MA

11305-01

14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA G\METHODS\8270-BG013017_-M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L
LSCINT.P

Abundance

1e+07

8000000

6000000

4000000

2000000

TIC: BG025714.D

8.62
8.92 894

7337mm 820

9.25

5.70
5.23

| ke

9.91
A#1ﬂ938

10.85

11.05
11.30

1, OA

12.6

0

Time-->

L4

3.00 350 4.00 450 5.00 5.50 600 6.50 7.00 750 800 850 900 950 1000 10.50 11.00 11.50 12.00 12.50

Abundance

1e+07

8000000

6000000

4000000

2000000

TIC: BG025714.D

16.72
18.47

15.20
15.82

17.59

14.39
17.20 47.68

14.2
16.29

17

14.86:9

—=2

19.60

19.96

r0.13

20.80

21.66

4]

21.89

R1/84

0
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

1e+07

8000000

2291

6000000

4000000

2000000

TIC: BG025714.D

24.23
24.16

25.07

5.22
26.24

29.19

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\BG013017\
Data File : BG025714.D

Aca On : 30 Jan 2017 21:10

Operator : SJ/MA

Sample : 11305-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG013017 .M
Quant Title : 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

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

5.23 6.32 ng 835137 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 407 (5.231 min): BG025714.D (-400) (-) m/z 43.10 100.00%

43.1
5000

101.1
480 500 520 540 560
Ol e ,l 1066 207.7 2611 309.5 Sr2l 4249 4790 SALS9! "m/z 59.10 58.79%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 [TT I T[T r[rrrrrrrrror

480 5.00 520 5.40 5.60
m/z 101.10 19.66%

‘ 101.0
o,ﬁwi,”..ﬁ...“..............w...w..”,..”,..”,
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43.0
R s e R
4.80 5.00 520 5.40 5.60
5000 m/z 58.10 14.17%
101.0
O T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8346: 2-Hexanol, 2-methyl-
59.0 4.80 5.00 520 5.40 5.60

m/z 41.05 9.28%

5000
101.0
15%\‘ \\
R AN SRR SR SN S SRS SRS SRR SN SR

I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 4.80 500 520 5.40 5.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG013017\
Data File : BG025714.D

Aca On : 30 Jan 2017 21:10

Operator : SJ/MA

Sample : 11305-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG013017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 unknown2l1l.41 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.41 5.79 ng 511624 Chrysene-di12 21.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolblnaphthol2.1-dl1thiophene 234 C16H10S 000239-35-0 35
2 Benzolblnaphtholl.2-d1thiophene 234 C16H10S 000205-43-6 35
3 Phenanthro(2.1-b)thiophene 234 C16H10S 000219-25-0 25
4 Anthra(l.2-b)thiophene 234 C16H10S 000227-86-1 20
5 Benzo[b]naphtho[2,3-d]thiophene 234 C16H10S 000243-46-9 20
Abundance Scan 3161 (21.412 min): BG025714.D (-3154) (-) m/z 55.10 100.00%
58.1 234.0
5000 1
149.0]_89.0 N U BN SN B
283.0  354.9 4023 21.00 21.20 21.40 21.60 21.80
I § st et k2 40T 1 Ty 57,10 97.22%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #89183: Benzo[b]naphtho[2,1-d]thiophene
234.0
5000 NN B BRI SN
21.00 21.20 21.40 21.60 21.80
m/z 234.00 91.82%
630 117.0 18“?.?

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

234.0

gt | s
21.00 21.20 21.40 21.60 21.80
5000 m/z 83.10 81.40%

28.0 117.0
69.0 189.0

oA e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #89180: Phenanthro(2,1-b)thiophene e RERENEEE
234.0 21.00 21.20 21.40 21.60 21.80
m/z 43.10 79.12%
5000
117.0 189.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.00 21.20 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG013017\
Data File : BG025714.D

Aca On : 30 Jan 2017 21:10

Operator : SJ/MA

Sample : 11305-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG013017 .M
Quant Title : 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 Eicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
26.24 5.62 ng 497562 Perylene-d12 25.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Octacosane 394 C28H58 000630-02-4 62
3 Tetracosane 338 C24H50 000646-31-1 62
4 Tetracosane. l1ll-decvl- 479 C34H70 055429-84-0 62
5 Tetratetracontane 619 C44H90 007098-22-8 62
Abundance Scan 3983 (26.242 min): BG025714.D (-3975) (-) m/z 57.10 100.00%
57.1
0 |,'l,,, L0 4199 4833 | "hn/z 43.10  67.94%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #129492: Eicosane
57.0
5000 LN BRI BN BRI B
26. 00 26 20 26. 40 26. 60
m/z 71.10 55.26%
ol ‘L ‘ [ \\ \1‘41018302250 282.0
m/z--> 55 160 1éo 260 250 360 3éo 460 4%0 560
Abundance
57.0
26.00 26.20 26.40 26.60
5000 m/z 85.10 38.80%
99.0
0 141.0183.0225.0 281. 0 337.0 394.0
m/z--> 55 160 1éo 260 250 300 350 400 4%0 560
Abundance #175559: Tetracosane
57.0 26.00 26.20 26.40 26.60
m/z 55.10 22 .84%
5000
9.0
0 | | 1410183 02250 3380
miz--> '"s'o"'iéd"iéd'"266'"zsd"édd"ééd"&éd"Aéd"ééd" " 26.00 26.20 26.40 26.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG013017\
Data File : BG025714.D

Acq On : 30 Jan 2017 21:10

Operator : SJ/MA

Sample : 11305-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG013017 .M
Quant Title : 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]
2-Pentanone, 4-hy... 5.23 6.3 ng 835137 1 8.16 2641260 20.0
unknown21.41 21.41 5.8 ng 511624 5 21.84 1766930 20.0
Eicosane 26.24 5.6 ng 497562 6 25.22 1769540 20.0
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