LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091815\
Data File : BG018754.D

Aca On : 18 Sep 2015 1:31

Operator : TP

Sample : 63679-07

Misc :

ALS Vial : 20 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-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 heiaht area % max. total
1 3.103 40 45 52 rBv 63793 110747 3.06% 0.578%
2 3.180 53 58 76 rVB 1307643 1808768 50.05% 9.439%
3 5.101 379 385 393 rBV 113487 171192 4.74% 0.893%
4 5.571 458 465 477 rBV 372261 604007 16.71% 3.152%
5 7.163 729 736 749 rVB 264032 444774 12.31% 2.321%
6 7.533 791 799 808 rBV 701930 1145963 31.71% 5.980%
7 7.998 871 878 886 rVB 139610 235446 6.51% 1.229%
8 8.327 926 934 941 rBV 581331 1010209 27.95% 5.272%
9 9.161 1068 1076 1084 rVB 492601 845445 23.39% 4_.412%
10 10.806 1348 1356 1363 rBvV 216472 384139 10.63% 2.005%

11 13.250 1763 1772 1781 rBV 1626284 2475324 68.49% 12.917%
12 14.073 1906 1912 1917 rBV 49457 70011 1.94% 0.365%
13 14.625 1997 2006 2014 rBV2 390531 641125 17.74% 3.346%
14 15.036 2071 2076 2085 rBV2 85888 141154 3.91% 0.737%
15 15.436 2136 2144 2147 rBV3 46433 76554 2.12% 0.399%

16 16.112 2252 2259 2274 rBV 1315569 2012495 55.68% 10.502%
17 16.294 2284 2290 2299 rBV 93179 165608 4._.58% 0.864%
18 17.110 2424 2429 2434 rBV3 20764 38343 1.06% 0.200%
19 17.369 2467 2473 2481 rBV 563351 832685 23.04% 4._.345%
20 18.256 2619 2624 2633 rBV2 118179 187381 5.18% 0.978%

21 19.525 2836 2840 2848 rBV2 87728 140814 3.90% 0.735%
22 19.978 2911 2917 2923 rBV 2873644 3614257 100.00% 18.861%
23 21.276 3135 3138 3151 rVBS8 49690 98123 2.71% 0.512%
24 21.629 3192 3198 3207 rVB 596580 959516 26.55% 5.007%
25 24.819 3731 3741 3753 rVB2 327064 949019 26.26% 4._.952%

Sum of corrected areas: 19163099
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091815\
Data File : BG018754.D

Aca On : 18 Sep 2015 1:31

Operator : TP

Sample : G3679-07

Misc :

ALS Vvial :© 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG091115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG018754.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091815\
Data File : BG018754.D

Aca On : 18 Sep 2015 1:31

Operator : TP

Sample : 63679-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG091115.M
Quant Title : 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 2 Butane, 2-methoxy-2-methyl- Concentration Rank 1

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

3.18 153.65 ng 1808770 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 90
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance Scan 58 (3.180 min): BG018754.D (-53) (-) m/z 73.00 100.00%
7B
5000
43
| Lm o 1300 320 340 3.60
Ok ot 2% m/z 43.00 31.23%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000

3.00 320 3.40 3.60

43
‘ m/z 87.00 26.64%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
73
e
3.00 320 340 3.60
5000 m/z 55.00 23.46%
45
101
T T T e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #2022: 1,3-Dioxolane, 2-methy!- A
73 300 320 340 360

m/z 71.05 12.04%

5000 43 /\\
Iy ‘ ‘

m/z--> 50 100 150 200 250 300 350 400 450 500 3.00 320 340 3.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091815\
Data File : BG018754.D

Aca On : 18 Sep 2015 1:31

Operator : TP

Sample : 63679-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG091115.M
Quant Title : 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 unknown5.10 Concentration Rank 4

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

5.10 14.54 ng 171192 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Propane. l-ethoxvy-2-methvl- 102 C6H140 000627-02-1 25
3 2.5.8.11.14-Pentaoxapentadecane 222 C10H2205 000143-24-8 25
4 1.3-Dioxolane-2-methanol. 2.4-di... 132 C6H1203 053951-43-2 23
5 2,5,8,11-Tetraoxadodecane 178 C8H1804 000112-49-2 23

Abundance Scan 385 (5.101 min): BG018754.D (-379) (-) m/z 43.00 100.00%
48
59
5000
101 SUGEENCHSES & WSS —
4.80 500 5.20 5.40
83
...,....I,m...':|,..7.3.,-....-,....,....,....,....,. m/z 59.00 58.43%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 UEBE AL SRR RS LR
4.80 500 5.20 5.40
59 101 m/z 101.00 24.93%
...|.2.7..|....|.6.9..|8.3.9.2.|....|....|....|....|.
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
59
480 500 520 540
5000 m/z 58.00 17.84%
.
102
15 50 3 g7
miz--> 20 40 60 80 100 120 140 160 180
Abundance #70350: 2,5,8,11,14-Pentaoxapentadecane
59 4.80 500 5.20 5.40
m/z 41.00 8.47%
5000
31
45 ‘ 103
‘H S 73 87 | 117 133 147 177
m/z--> 25 45 eb 85 160 150 150 1éo 1éo 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091815\
Data File : BG018754.D

Aca On : 18 Sep 2015 1:31

Operator : TP

Sample : 63679-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG091115.M
Quant Title : 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 6 Dodecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.04 4.40 ng 141154 Acenaphthene-d10 14.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 91
2 Undecanoic acid 186 C11H2202 000112-37-8 59
3 Nonanoic acid 158 C9H1802 000112-05-0 50
4 D-Glucose. 4-0-.alpha.-D-alucopv... 342 C12H22011 000069-79-4 47
5 d-Glucohexodialdose 178 C6H1006 1000149-19-1 43
Abundance Scan 2077 (15.042 min): BG018754.D (-2071) (-) m/z 73.00 100.00%
7B
60
5000 43
85 19 157 U SR SR SURRLE IR
L-ou» o7 115 1 43 | 1 200 14.80 15.00 15.20 15.40
m/z 60.00 75.59%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56046: Dodecanoic acid
60 73
43
5000 LR SR SRR BULILS RIS
129 157 14'80 15.00 15.20 15.40
29 101 115 m/z 55.00 50.69%
L ey
as 1l ,Ml“\,w\, M M iTass T
m/z--> 20 40 60 100 1 140 160 180 200
Abundance
60 73
14.80 15.00 15.20 15.40
5000 43 m/z 43.05  46.03%
29 85 129 143
186
18 97 115 157 169
m/z--> 25 Jo eb éo 160 150 150 160 180 260
Abundance #28742: Nonanoic acid N L B S o S S
60 14.80 15.00 15.20 15.40
73 m/z 41.00 40.30%
5000
41
87
S O 1 Y ‘.“.‘17”15.8.. gt e\
m/z--> 20 40 60 80 100 120 140 160 180 200 14.80 15. oo 15. 20 15. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091815\
Data File : BG018754.D

Aca On : 18 Sep 2015 1:31

Operator : TP

Sample : 63679-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG091115.M
Quant Title : 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 7 2(3H)-Benzothiazolone Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.29 3.98 ng 165608 Phenanthrene-d10 17.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(3HY-Benzothiazolone 151 C7H5NOS 000934-34-9 94
2 6-Methvl-7-0x0-4.7-dihvdro-triaz... 151 C5H5N50 057250-39-2 50
3 Thienol2.3-blpvridine-N-oxide 151 C7H5NOS 025557-50-0 50
4 1.4-Benzenediol. 2-(1.1-dimethvl... 166 C10H1402 001948-33-0 50
5 1,2-Benzisothiazol-3(2H)-one 151 C7H5NOS 002634-33-5 43

Abundance Scan 2289 (16.288 min): BG018754.D (-2284) (-) m/z 151.00 100.00%

96 151
123
5000

69 |||||||||||||||||||

5 16 00 16 20 16. 40 16 60
errrretbebbped b 280 80 79500 83.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #23618: 2(3H)-Benzothiazolone
151
96
123
5000 LA L L L L L L L B
16.00 16.20 16.40 16.60
69 m/z 122 .95 64 .34%
g 45
S L S S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
151
123
67 16.00 16.20 16.40 16.60
5000 m/z 69.00 15.94%
42
96
WWWWWTWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #23622: Thieno[2,3-b]pyridine-N-oxide e
151 16.00 16.20 16.40 16.60
m/z 122 .00 13.39%
5000
96
122
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091815\
Data File : BG018754.D

Aca On : 18 Sep 2015 1:31

Operator : TP

Sample : 63679-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG091115.M
Quant Title : 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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.26 4_.50 ng 187381 Phenanthrene-d10 17.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 n-Decanoic acid 172 C10H2002 000334-48-5 64
4 Tridecanoic acid 214 C13H2602 000638-53-9 58
5 Undecanoic acid 186 C11H2202 000112-37-8 58
Abundance Scan 2625 (18.262 min): BG018754.D (-2619) (-) m/z 72.95 100.00%
60 73
43
5000 129

97 213

157171185
43 199 18.00 18.20 18.40 18.60

m/z 59.95 88.92%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43 60 73
5000 29 256
18.00 18.20 18.40 18.60
21 m/z 43.05 66.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 R I
18.00 18.20 18.40 18.60
5000 129 m/z 57.05 62.87%
29 87 185
115 143 __171 228
101
15 157 199212
B B A R o e o e o e e e RNARRRRREY R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #37192: n-Decanoic acid L A R e
60 73 18.00 18.20 18.40 18.60
a1 m/z 55.00 59.26%
5000 129
2
87
N
| 1 1
.“,“.w.”...” e e e B o o e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18. OO 18 20 18 40 18. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091815\
Data File : BG018754.D

Aca On : 18 Sep 2015 1:31

Operator : TP

Sample : 63679-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG091115.M
Quant Title : 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 9 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.53 2.94 ng 140814 Chrysene-di12 21.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 94
2 n-Decanoic acid 172 C10H2002 000334-48-5 50
3 Tetradecanoic acid 228 C14H2802 000544-63-8 50
4 Pentadecanoic acid 242 C15H3002 001002-84-2 43
5 11-Bromoundecanoic acid 264 C11H21Bro02 002834-05-1 43

Abundance Scan 2841 (19.531 min): BG018754.D (-2836) (-) m/z 73.00 100.00%

43 7|

5000

19.20 19.40 19.60 19.80
m/z 43.00  85.54%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108841: Octadecanoic acid
43

5000 LI L L L L L LN LB |
19.20 19.40 19.60 19.80
2 m/z 60.00 73.63%
.}%,ﬂh.hﬁnu.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
60
R RN U
19.20 19.40 19.60 19.80
41 129
5000 m/z 55.00 71.63%
27 87 115
144 172
Wmmrmmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid R EE AREREEEEE S
73 19.20 19.40 19.60 19.80
m/z 57.05 67.51%
43 5
5000 129
185 228
171
,,, m I, HL e F 02 ....,.‘..?,9... S S AR i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19. 20 19. 40 19 60 19.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091815\
Data File : BG018754.D

Aca On : 18 Sep 2015 1:31

Operator : TP

Sample : 63679-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG091115.M
Quant Title : 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 1-Hexadecanethiol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.28 2.05 ng 98123 Chrysene-di12 21.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanethiol 258 C16H34S 002917-26-2 89
2 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 68
3 3-Eicosene. (B)- 280 C20H40 074685-33-9 68
4 1-Heptadecanol 256 C17H360 001454-85-9 64
5 1-Octadecanol 270 C18H380 000112-92-5 64
Abundance Scan 3139 (21.282 min): BG018754.D (-3135) (-) m/z 83.00 100.00%
57
5000
3 9149 179 202 227249269 ng 341 1 21.00 21.20 21,40 21.60
e m/z 57.00 86.26%
m/z--> 50 100 150 200 250 300 350
Abundance #93397: 1-Hexadecanethiol
55
000 11 1 21.00 21.20 21,40 21.60
224 m/z 43.00 81.23%
nn H AR o
m/z--> o '56 ' " ' "200" "250" "360" "350
Abundance
43 83
21)00 21)20 21!40 21)60
5000 m/z 55.00 77 .34%
111
63 139 168 196 241
m/z--> o '55' ' "160" "150" "260" "250" "360" "350
Abundance #106400: 3-Eicosene, (E)- LI L L N LB L
7 21.00 21.20 21.40 21.60
83 m/z 97.00 74 .92%
5000
29 111
\139 167 196 224 252 280
m/z--> 50 100 1% ﬁ 250 3& 350 mmmmmmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091815\
Data File : BG018754.D

Acq On : 18 Sep 2015 1:31

Operator : TP

Sample : G3679-07

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG091115.M
Quant Title : 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]
Butane, 2-methoxy... 3.18 153.7 ng 1808770 1 8.00 235446 20.0
unknown5.10 5.10 14.5 ng 171192 1 8.00 235446 20.0
Dodecanoic acid 15.04 4.4 ng 141154 3 14.63 641125 20.0
2(3H)-Benzothiazo... 16.29 4.0 ng 165608 4 17.37 832685 20.0
n-Hexadecanoic acid 18.26 4.5 ng 187381 4 17.37 832685 20.0
Octadecanoic acid 19.53 2.9 ng 140814 5 21.63 959516 20.0
1-Hexadecanethiol 21.28 2.0 ng 98123 5 21.63 959516 20.0
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