LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG013017\
Data File : BG025710.D

Aca On : 30 Jan 2017 18:33

Operator : SJ/MA

Sample : 11305-22

Misc :

ALS Vial : 10 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 2.992 21 26 31 rvB 109683 145901 1.50% 0.178%
2 5.225 400 406 420 rBV2 656410 1155520 11.90% 1.406%
3 5.707 481 488 498 rBVY 1582436 2795920 28.79% 3.402%
4 7.328 757 764 776 rBVY 1731799 3219342 33.15% 3.917%
5 7.699 819 827 830 rBY 1731611 3136809 32.30% 3.816%
6 7.728 830 832 841 rVB 1061688 1582148 16.29% 1.925%
7 8.169 900 907 915 rVB2 248148 443476 4_.57% 0.540%
8 8.492 954 962 973 rBVY 1263095 2218732 22.85% 2.699%
9 8.615 975 983 997 rBVY 1248203 2213738 22.79% 2.693%
10 8.944 1031 1039 1055 rBvV 2506370 4584304 47.20% 5.577%

11 9.355 1100 1109 1122 rBV 1096621 2077869 21.40% 2.528%
12 10.154 1236 1245 1256 rBV 1250641 2206358 22.72% 2.684%
13 10.648 1320 1329 1345 rBV 2245320 4364410 44.94% 5.310%
14 10.995 1381 1388 1395 rBV2 346108 630350 6.49% 0.767%
15 11.177 1411 1419 1437 rVB 2359711 4621664 47 .59% 5.623%

16 12.275 1598 1606 1620 rBV 1534714 2828808 29.13% 3.442%
17 13.245 1763 1771 1778 rBV 2782939 4496532 46.30% 5.471%
18 13.327 1778 1785 1795 rVV 1483677 3151778 32.45% 3.835%
19 13.421 1795 1801 1812 rVB 2877533 4631295 47.69% 5.635%
20 14.802 2029 2036 2044 rBvV 581542 968648 9.97% 1.178%

21 14.949 2053 2061 2072 rBV 1549391 2928375 30.15% 3.563%
22 15.043 2072 2077 2093 rVB 933866 2075982 21.38% 2.526%
23 15.948 2224 2231 2244 rBV 1593594 2751418 28.33% 3.347%
24 16.288 2281 2289 2304 rBV 2848219 4465223 45.98% 5.433%
25 17.199 2438 2444 2463 rBV 1548653 2846103 29.31% 3.463%

26 17.546 2496 2503 2512 rBV 793770 1307945 13.47% 1.591%
27 20.131 2937 2943 2950 rBV 7146171 9711629 100.00% 11.816%
28 21.835 3226 3233 3245 rBV 1029872 1951622 20.10% 2.374%
29 24.103 3614 3619 3625 rVB3 62630 117490 1.21% 0.143%
30 25.072 3776 3784 3792 rBV4 96820 252539 2.60% 0.307%

31 25.219 3799 3809 3822 rBV 557901 1770701 18.23% 2.154%

32 26.236 3977 3982 3992 rVB6 95569 261125 2.69% 0.318%
33 27.622 4211 4218 4231 rBVS 81035 279593 2.88% 0.340%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG013017\
Data File : BG025710.D

Aca On : 30 Jan 2017 18:33

Operator : SJ/MA

Sample : 11305-22

Misc :

ALS Vial : 10 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 - 0 Peak Location: TOP

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

Z:\HPCHEM1I\BNA G\METHODS\8270-BG013017.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 82193347
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG013017\
Data File : BG025710.D

Aca On : 30 Jan 2017 18:33

Operator : SJ/MA

Sample : 11305-22

Misc :

ALS Vial : 10 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

Abundance TIC: BG025710.D
7000000

6000000
5000000
4000000

3000000
8.94 10,65 11.18

2000000 571 7.33 7.70

12.28
13 8.8%2 036 1015
1000000 522
10.9
2.99 8.17
0 JL, A A

Time--> 3.00 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG025710.D
7000000 20113

6000000
5000000
4000000
3000000{ 133342 16.29

2000000 43 14.95 15.95 17.20
o 21.83

1000000 14, | 17.55

L0 L L o o s e o B S L B BB B 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: BG025710.D
7000000

6000000
5000000
4000000
3000000
2000000
1000000 25 29

24.10 2501 26.24 27.62

e R R e e e e R RE e e e A EERREEEEE

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 : BG025710.D

Aca On : 30 Jan 2017 18:33

Operator : SJ/MA

Sample : 11305-22

Misc :

ALS Vial : 10 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 unknown2.99 Concentration Rank 4

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

2.99 6.58 ng 145901 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 23
2 1.3-Dioxolane. 2-(1-methvlethvl)- 116 C6H1202 000822-83-3 10
3 N-Hvdroxvmethvlacetamide 89 C3H7NO2 000625-51-4 9
4 N-.alpha.-Acetvlalvcinamide 116 C4H8N202 002620-63-5 9
5 1,3-Diaminoguanidine 89 CH7N5 004364-78-7 9

Abundance Scan 26 (2.992 min): BG025710.D (-21) (-) m/z 73.10 100.00%
741 A
5000
2.90 3.00 3.10 3.20 3.30 3.40
o389, [ | 1181 1716 2206 2908 35984010 4462 ' "m/z 43.05 59.35%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #4788: Propane, 2,2-dimethoxy-
73.0
5000 N N N A LA AR
2.90 3.00 3.10 3.20 3.30 3.40
31 m/z 89.10 28.33%
0'HMW“J"I'”'I""I"'W""I""P"'I""I'”'
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
73.0
2.90 3.00 3.10 3.20 3.30 3.40
5000 m/z 41.05 9.75%
2.0 115.0
e S B S U UL UL UL L UL I
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #2176: N-Hydroxymethylacetamide
43.0 2.90 3.00 3.10 3.20 3.30 3.40
m/z 39.10 8.60%
5000 890
0"'I*J"I'”'I""I"'W""I""P"'I""I'”'
m/z--> 50 100 150 200 250 300 350 400 450 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\BG013017\
Data File : BG025710.D

Aca On : 30 Jan 2017 18:33

Operator : SJ/MA

Sample : 11305-22

Misc :

ALS Vial : 10 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.22 52.11 ng 1155520 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 3-Pentanol. 2-methvl- 102 C6H140 000565-67-3 50
3 3-Hexanol 102 C6H140 000623-37-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 405 (5.219 min): BG025710.D (-400) (-) m/z 43.05 100.00%
43.0
5000 /\
101.1 R A UL I
480 5.00 520 5.40 5.60
Ol 1.1 1924 25382008 3872 A4G8651051 sz 59.05  59.45%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R L A UL I
480 5.00 520 5.40 5.60
m/z 101.10 16.01%
101.0
0|"'“""|""'|""'|""|"" LN SIS SIS L S B
m'z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
59.0
480 500 520 540 560
5000 m/z 58.10 14_.11%
0 101.0
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4417 3-Hexanol R B LA N I B
54.0 480 5.00 520 5.40 5.60
m/z 41.10 9.44%
5000
0 101.0
mz-> 0 50 100 150 200 250 300 350 400 450 500 480 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG013017\
Data File : BG025710.D

Aca On : 30 Jan 2017 18:33

Operator : SJ/MA

Sample : 11305-22

Misc :

ALS Vial : 10 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 4 Phenol, 2,4-dichloro- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.18 146.64 ng 4621660 Naphthalene-d8 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.4-dichloro- 162 C6H4CI20 000120-83-2 96
2 Phenol. 2.6-dichloro- 162 C6H4CI20 000087-65-0 96
3 Phenol. 2.5-dichloro- 162 C6H4CI20 000583-78-8 95
4 Phenol. 2.3-dichloro- 162 C6H4CI20 000576-24-9 94
5 1H-Benzotriazole, 5-nitro- 164 C6H4N402 002338-12-7 58
Abundance Scan 1420 (11.183 min): BG025710.D (-1411) (-) m/z 161.95 100.00%
63.1 161.9
5000
10?-0 10.80 11.00 11.20 11.40
' k e .Il.h. 2223 2665 3133 4133 447 'm/z 63.10 81.27%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #32499: Phenol, 2,4-dichloro-
63.0 162.0
5000 A AR SN BARRE R
mmnmumnm
126.0 m/z 164.00 69.91%
ol .Nwﬁwww..M.,ﬂ..,..”,....“...,..”,....,”..
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance
162.0
050 100 s niae T
5000 63.0 m/z 97.95 29.98%
126.0
25.0
L S L B UL UL UL WL s
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #32496: Phenol, 2,5-dichloro-
162.0 10.80 11.00 11.20 11.40
m/z 62.10 19.86%
5000 63.0
Po
ol 2Qupbed b M I i
miz--> 0 50 100 150 200 250 300 350 400 450 10.80 11.00 1120 1140
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG013017\
Data File : BG025710.D

Aca On : 30 Jan 2017 18:33

Operator : SJ/MA

Sample : 11305-22

Misc :

ALS Vial : 10 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 5 Tetratetracontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
25.07 2.85 ng 252539 Perylene-d12 25.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 74
2 2-methvloctacosane 408 C29H60 1000376-72-8 74
3 Octadecane 254 C18H38 000593-45-3 72
4 Docosane 310 C22H46 000629-97-0 72
5 Tetracosane 338 C24H50 000646-31-1 72
Abundance Scan 3784 (25.072 min): BG025710.D (-3776) (-) m/z 57.10 100.00%
57.
5000
13.2 169.2 265.0 324.1 520.1 24.80 25.00 25.20 25.40
o 2157 3810 4533 m/z 43.10  56.00%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0
5000 LI U BURBU UL B
24.80 25.00 25.20 25.40
m/z 71.05 52 .55%
ok h 1l }f ‘0‘1‘69 0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0
m/z--> o 55 100 1éo 200 250 300 350 400 4éo 560 séo 660
Abundance
57.0
24.80 25.00 25.20 25.40
5000 m/z 85.10 41 .45%
0 1130 1690 225.0 281.0 365.0
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #105885: Octadecane
57.0 24.80 25.00 25.20 25.40
m/z 69.05 22 .63%
5000
o 13.0 169.0 2540
m/z--> c') 5'0 1(')0 1&'30 200 250 300 350 400 4&'30 5(')0 séo 6(|)O 24.80 25.00 25.20 25.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG013017\
Data File : BG025710.D

Aca On : 30 Jan 2017 18:33

Operator : SJ/MA

Sample : 11305-22

Misc :

ALS Vial : 10 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 6 3-Dodecanone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
26.24 2.95 ng 261125 Perylene-di12 25.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Dodecanone 184 C12H240 001534-27-6 64
2 Nonadecane 268 C19H40 000629-92-5 64
3 Tetradecane 198 C14H30 000629-59-4 59
4 Pentadecane 212 C15H32 000629-62-9 59
5 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 59
Abundance Scan 3983 (26.241 min): BG025710.D (-3977) (-) m/z 57.10 100.00%
51.1
5000
Pg 2 1445 20]7'0 281.1 34110, 0430.3475.4 522.6 26.00 26.20 26.40 26.60
G ) P SN TN RO OO ROAS S Ebtrot i ihcorasl m/z 43.10 62.69%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #48716: 3-Dodecanone
57.0
5000 UL SURILE SRR BRI R
26.00 26.20 26.40 26.60
‘ 155.0 m/z 71.10 58.94%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
26.00 26.20 26.40 26.60
5000 m/z 85.10 21.82%
99.0

141.0183.0225.0268.0

o e T

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #59880: Tetradecane

26.00 26.20 26.40 26.60
m/z 55.10 19.53%

5000

" 141.0 198.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 26. 00 26 20 26. 40 26. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG013017\
Data File : BG025710.D

Aca On : 30 Jan 2017 18:33

Operator : SJ/MA

Sample : 11305-22

Misc :

ALS Vial : 10 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 7 Octadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
27 .62 3.16 ng 279593 Perylene-d12 25.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 89
2 Nonadecane 268 C19H40 000629-92-5 76
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 68
4 Tetratriacontane 479 C34H70 014167-59-0 68
5 Heneicosane 296 C21H44 000629-94-7 68
Abundance Scan 4218 (27.622 min): BG025710.D (-4211) (-) m/z 57.15 100.00%
57.1
5000
113.0 208.1 27.40 27.60 27.80 28.00
164.1 286.0 340.1 4152 4772 543.9
O m/z 43.10 65.18%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #105884: Octadecane
57.0
5000 L UL B SULILILN B
27.40 27.60 27.80 28.00
9.0 m/z 71.10 59.69%
0 [ ‘ ﬂ\ ﬂ u‘ \\ 141 01830 254.0
miz--> 0 55 100 150 200 250 300 3éo 460 4éo 560 5%0
Abundance
57.0
27.40 27.60 27.80 28.00
5000 m/z 85.10 45 .44%
99.0 268.0
ol15.0 141.0183. 0225 0
m/z--> 6 55 160 1éo 200 250 300 3éo 400 4éo 560 5%0
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0 27.40 27.60 27.80 28.00
m/z 41.10 29.43%
5000
9.0
0 | ;141.0183.0 239.0 296.0
m/z--> 6 55 160 1éo 200 250 300 3éo 400 4éo 560 5%0 27.40 27.60 27.80 2800
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG013017\
Data File : BG025710.D

Acq On : 30 Jan 2017 18:33

Operator : SJ/MA

Sample : 11305-22

Misc :

ALS Vial : 10 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]
unknown2 .99 2.99 6.6 ng 145901 1 8.16 443476 20.0
2-Pentanone, 4-hy... 5.22 52.1 ng 1155520 1 8.16 443476 20.0
Phenol, 2,4-dichl... 11.18 146.6 ng 4621660 2 10.99 630350 20.0
Tetratetracontane 25.07 2.9 ng 252539 6 25.22 1770700 20.0
3-Dodecanone 26.24 3.0 ng 261125 6 25.22 1770700 20.0
Octadecane 27.62 3.2 ng 279593 6 25.22 1770700 20.0
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