LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050715\
Data File : BG016915.D

Aca On : 7 May 2015 10:13

Operator : TP/1Z

Sample : 62114-03

Misc :

ALS Vial : 4 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:\HPCHEM1\BNA G\METHODS\8270-BG050515.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

2.788 12 17 36 rBVY 6650743 9486143 100.00% 21.766%
2.923 36 40 50 rvw2 169701 343623 3.62% 0.788%
58 rvv 265708 345887 3.65% 0.794%
4.921 375 380 390 rvB 184418 265017 2.79% 0.608%
5.379 451 458 472 rBV 1591742 2339520 24.66% 5.368%
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6.965 719 728 739 rBV 1751949 2775329 29.26% 6.368%
7.330 782 790 800 rBV 1586676 2534540 26.72% 5.816%
876 rBvV 319479 523235 5.52% 1.201%
8.117 917 924 932 rBV 1060898 1698311 17.90% 3.897%
8.957 1060 1067 1074 rBV 991886 1617348 17.05% 3.711%
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11 10.591 1336 1345 1355 rVB 467749 817714 8.62% 1.876%
12 11.907 1562 1569 1575 rVB2 72873 119548 1.26% 0.274%
13 13.058 1758 1765 1773 rVB 2094163 3140926 33.11% 7.207%
14 13.893 1902 1907 1911 rBV 148579 204257 2.15% 0.469%
15 14.339 1977 1983 1991 rBV 97580 128435 1.35% 0.295%

16 14.433 1993 1999 2007 rvv2 673219 1072587 11.31% 2.461%
17 15.297 2139 2146 2150 rVB2 91918 124723 1.31% 0.286%
18 15.796 2225 2231 2236 rVB 351040 466229 4.91% 1.070%
19 15.925 2246 2253 2262 rBV 1859930 2669938 28.15% 6.126%
20 16.155 2287 2292 2295 rBV 117245 164772 1.74% 0.378%

21 16.948 2421 2427 2431 rBV 107306 130316 1.37% 0.299%
22 17.183 2461 2467 2471 rBV2 906357 1319473 13.91% 3.028%
23 17.224 2471 2474 2477 rVV 140628 187029 1.97% 0.429%
24 17.306 2480 2488 2494 rVB4 74894 143082 1.51% 0.328%
25 17.688 2549 2553 2559 rVB 93174 112264 1.18% 0.258%

26 17.858 2576 2582 2587 rBV 175507 208910 2.20% 0.479%
27 18.076 2611 2619 2631 rBV4 161513 328889 3.47% 0.755%
28 19.034 2779 2782 2786 rVB 174892 205429 2.17% 0.471%
29 19.239 2810 2817 2822 rBV 320356 433299 4._.57% 0.994%
30 19.357 2831 2837 2848 rBV3 81919 168597 1.78% 0.387%

31 19.598 2869 2878 2887 rVB 287347 489043 5.16% 1.122%
32 19.809 2905 2914 2920 rBV 3449384 4275816 45.07% 9.811%
33 21.072 3121 3129 3136 rBV4 259525 403660 4.26% 0.926%
34 21.360 3170 3178 3182 rBV 1161270 1705714 17.98% 3.914%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050715\
Data File : BG016915.D

Aca On : 7 May 2015 10:13

Operator : TP/1Z

Sample : 62114-03

Misc :

ALS Vial : 4 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

Z:\HPCHEM1I\BNA G\METHODS\8270-BG050515.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 21.396 3182 3184 3189 rVB 130383 140742 1.48% 0.323%

36 22.430 3356 3360 3370 rBV1O0 68674 136719 1.44% 0.314%
37 22.964 3445 3451 3456 rBV3 106392 239689 2.53% 0.550%
38 23.458 3527 3535 3544 rVB 62520 136511 1.44% 0.313%
39 23.558 3546 3552 3561 rBV 107904 206480 2.18% 0.474%
40 23.663 3562 3570 3584 rBV2 722294 1461964 15.41% 3.355%

41 26.014 3964 3970 3982 rVB4 55256 176285 1.86% 0.404%
42 26.742 4084 4094 4105 rBV4 40719 133494 1.41% 0.306%

Sum of corrected areas: 43581487
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050715\
Data File : BG016915.D

Aca On : 7 May 2015 10:13

Operator : TP/1Z

Sample : 62114-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BG016915.D

2|79
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050715\
Data File : BG016915.D

Aca On : 7 May 2015 10:13

Operator : TP/1Z

Sample : 62114-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown2.79 Concentration Rank 1

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

2.79 362.60 ng 9486140 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 42
2 1.3-Diaminoauanidine 89 CH7N5 004364-78-7 40
3 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 25
4 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 17
5 1-Propene-1-thiol 74 C3H6S 000925-89-3 16

Abundance Scan 17 (2.788 min): BG016915.D (-12) (-) m/z 73.10 100.00%
73
43
5000 89
2.80 2.90 3.00 3.10 3.20
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43
2.80 2.90 3.00 3.10 3.20
. 89 m/z 89.10 49_.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43
89 2.80 2.90 3.00 3.10 3.20
5000/ 18 m/z 41.05 21.24%
72
WTWTWWTWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #724: Acetamide, N-methyl-
43 7 2.80 2.90 3.00 3.10 3.20
m/z 45.10 16.34%
5000
15
IIIII''t'IM"'I""I""I""IIIII AR SR A B S BN B DR S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 2.80 2.90 3.00 3.10 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050715\
Data File : BG016915.D

Aca On : 7 May 2015 10:13

Operator : TP/1Z

Sample : 62114-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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.

3.00 13.22 ng 345887 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 53 (2.999 min): BG016915.D (-50) (-) m/z 73.05 100.00%

73
5000 43

280 300 320 3.40
L p L 189 202 272291 327 366 | Tnyz 43.05  46.60%

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

5000 e AEmmm e
2.80 300 3.20 3.40

m/z 55.10 27 .85%

M\m
L e e e e e e LI o o e e e e L e e
m/z--> 100 150 200 250 300 350
Abundance
73

280 3.00 3. 3.40
5000 m/z 87.05 25 10%
45
21 101
— T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #2022: 1,3-Dioxolane, 2-methy!- A
73 280 300 320 340
m/z 41.00 15.05%
5000 43
H,“, — R N —
m/z--> 50 100 150 200 250 300 350 2.80 3. 00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050715\
Data File : BG016915.D

Aca On : 7 May 2015 10:13

Operator : TP/1Z

Sample : 62114-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 6

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

4.92 10.13 ng 265017 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 17
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 2-Heptanone, 7,7-dichloro- 182 C7H12CI120 066241-43-8 9

Abundance Scan 380 (4.921 min): BG016915.D (-375) (-) m/z 43.00 100.00%
43
5000

460 4.80 5.00 5.20
m/z 59.00 49.21%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LA L L L L L L LB LB |
460 4.80 5.00 5.20
59 m/z 101.00 16.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
R N R
460 4.80 5.00 5.20
5000 57 m/z 58.10 13.30%
29
101
78
Wﬁwﬁmﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3955: 2,3-Butanedione, monooxime M T YR T
43 460 4.80 5.00 5.20
m/z 41.00 9.69%
5000
101
1529 | 58 g4

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050715\
Data File : BG016915.D

Aca On : 7 May 2015 10:13

Operator : TP/1Z

Sample : 62114-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown7.33 Concentration Rank 2

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

7.33 96.88 ng 2534540 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI102 014203-19-1 35
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 22
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 5-Aminoindole 132 C8H8N2 005192-03-0 22

Abundance Scan 790 (7.330 min): BG016915.D (-782) (-) m/z 132.00 100.00%
132
5000 68
© 1% - - o ass 7.00 7.20 7.40 7.60
e e L M s m/z 68.10 47.07%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132
5000 SRR RARAS RARRARARRY
69 7.00 7.20 7.40 7.60
39 m/z 134.00 33.60%
‘“ 103
IIHHMIM‘I\I\‘\IL\I‘HIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
132
0 7.00 7.20 740 7.60
5000 m/z 66.00 32.70%
31
mz-> 50 100 150 200 250 300 350 400 450
Abundance #48639: Tranylcypromine-propionyl LB L e
57 132 7.00 7.20 7.40 7.60
m/z 69.05 20.69%
5000 98
T “““k'glﬁw'* '}58'}§9|"' ORI DAL SRR SR B RN LS U LR
m/z--> 50 100 150 200 250 300 350 400 450 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050715\
Data File : BG016915.D

Aca On : 7 May 2015 10:13

Operator : TP/1Z

Sample : 62114-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Ethanol, 1-methoxy-, benzoate Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
11.91 2.92 ng 119548 Naphthalene-d8 10.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. l-methoxv-. benzoate 180 C10H1203 051835-44-0 59
2 2-Furanmethanol. tetrahvdro-.alp... 238 C15H2602 026184-88-3 25
3 Hvdrazine. 1-methvl-1-propvl- 88 C4H12N2 004986-49-6 9
4 1-Butanol. 3-methoxv- 104 C5H1202 002517-43-3 9
5 Propanedioic acid, (benzoylhydra... 282 C12H14N206 1000142-99-9 9

Abundance Scan 1570 (11.913 min): BG016915.D (-1562) (-) m/z 59.10 100.00%
59
5000
105 B B U
11.60 11.80 12.00 12.20
3@1! .J..,I....,1.6?..,....,2.6.7..,....,....,....,4‘?1. m/z 105.00 26.57%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #42218: Ethanol, 1-methoxy-, benzoate
59
5000
105 11.60 11.80 12.00 12.20
m/z 76.95 23.96%
‘ M | | 149 180
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
59
31
11.60 11.80 12.00 12.20
5000 m/z 43.00 21.93%
93 143
121 179 500
mz-> 50 100 150 200 250 300 350 400 450
Abundance #1953: Hydrazine, 1-methyl-1-propyl- R
59 11.60 11.80 12.00 12.20
m/z 106.00 16.45%
5000
30 88
.dﬂh LN AL UURLELLA UULELEL BN SRS UL DAL S
m/z--> 50 100 150 200 250 300 350 400 450 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050715\
Data File : BG016915.D

Aca On : 7 May 2015 10:13

Operator : TP/1Z

Sample : 62114-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Tetradecane, 2-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.34 2.39 ng 128435 Acenaphthene-d10 14.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane. 2-methvl- 212 C15H32 001560-95-8 86
2 Tridecane 184 C13H28 000629-50-5 86
3 Pentadecane 212 C15H32 000629-62-9 86
4 Hexadecane 226 C16H34 000544-76-3 86
5 Heptane, 2,6-dimethyl- 128 C9H20 001072-05-5 86
Abundance Scan 1983 (14.339 min): BG016915.D (-1977) (-) m/z 57.05 100.00%
57
5000
85
113 159 14.00 14.20 14.40 14.60
el B2 ¥ n/z 43,10 77.91%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #64581: Tetradecane, 2-methyl-
57
5000 N UL BRI LN UL
85 14.00 14.20 14.40 14.60
29 169 m/z 71.10 63.07%
,...‘,LUu“uf}?E?f.t.%ﬁi. LS DAL DU SR L SO
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
57
14.00 14.20 14.40 14.60
5000 m/z 41.05 46 .40%
29 85
112 147 184
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #64575: Pentadecane A
7 14.00 14.20 14.40 14.60
m/z 85.05 34.97%
5000 85
29

|1 3141169 212

m/z--> 0 50 100 150 200 250 300 350 400 450 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050715\
Data File : BG016915.D

Aca On : 7 May 2015 10:13

Operator : TP/1Z

Sample : 62114-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Hexadecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.30 2.33 ng 124723 Acenaphthene-d10 14.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Eicosane 282 C20H42 000112-95-8 90
3 Pentadecane 212 C15H32 000629-62-9 90
4 Tetratetracontane 619 C44H90 007098-22-8 83
5 Heptadecane 240 C17H36 000629-78-7 72
Abundance Scan 2147 (15.303 min): BG016915.D (-2139) (-) m/z 57.10 100.00%
57
5000
85
113 15.00 15.20 15.40 15.60
e bR 1S 0TS 236 295 899 448 1 /o 43.05  76.24%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #73965: Hexadecane
57
5000 U DA UL SRR B
g5 15. 00 15 20 15.40 15.60
29 m/z 71.10 60.45%
[ J 113 141 169 197 226
m/z--> 55 160 1éo 260 250 360 350 460 4éo
Abundance
57
15.00 15.20 15.40 15.60
5000 m/z 41.10 40.29%
85
29
113 141 169 282
m/z--> 55 160 1éo 260 250 360 350 460 4éo
Abundance #64571: Pentadecane B B
57 15.00 15.20 15.40 15.60
m/z 85.05 28.04%
5000 85
29
I, A3 141169 212
m/z--> 5'0 1(')0 1éo 2(')0 250 300 350 400 4&'30 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050715\
Data File : BG016915.D

Aca On : 7 May 2015 10:13

Operator : TP/1Z

Sample : 62114-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Benzophenone Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
15.80 8.69 ng 466229 Acenaphthene-d10 14.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Azobenzene 182 C12H10N2 000103-33-3 58
3 Benzenecarbothioic acid. S-methyv... 152 C8H80S 005925-68-8 52
4 Benzenepropanenitrile. .beta.-oxo- 145 C9H7NO 000614-16-4 52
5 2-Phenyl-4-ethylidene-2-oxazolin... 187 C11H9NO2 037791-41-6 50

Abundance ?)can 2232 (15.802 min): BG016915.D (-2225) (-) m/z 105.00 100.00%
105
77
182
5000
152 15.40 15.60 15.80 16.00 16.20
SN U N ey ul NN -0 N . m/z 76.95 74.62%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #44105: Benzophenone
105
77
5000 SR SRR UL LN B
162 1540 15.60 15.80 16.00 16.20
m/z 182.10 57 .65%
18 5‘ b 152 |
mz-> 0 50 100 1éo 200 250 300 350 400 450 500
Abundance
77
182 15.40 15.60 15.80 16.00 16.20
5000 m/z 51.00 31.71%
105
50 152
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #24771: Benzenecarbothioic acid, S-methyl ester EEEE e e AR
105 15.40 15.60 15.80 16.00 16.20
. m/z 49.95 11.37%
5000
[ 152
L.l
mz-> 0 50 100 150 200 250 300 350 400 450 500 15.40 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050715\
Data File : BG016915.D

Aca On : 7 May 2015 10:13

Operator : TP/1Z

Sample : 62114-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Heptadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.15 2.50 ng 164772 Phenanthrene-d10 17.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Tridecane 184 C13H28 000629-50-5 87
3 Dodecane 170 C12H26 000112-40-3 83
4 Nonadecane 268 C19H40 000629-92-5 81
5 Eicosane 282 C20H42 000112-95-8 80
Abundance Scan 2291 (16.149 min): BG016915.D (-2287) (-) m/z 57.10 100.00%
57
5000
85
113 141 169 240 15.80 16.00 16.20 16.40
el L AT %S Tm/z 43.10  88.33%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #82606: Heptadecane
57
5000 85 AR SR UL SRR B

15.80 16.00 16.20 16.40
m/z 71.05 60.28%

\‘ J ‘ ﬂ \\‘113 14\.1 169 197 240

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

Abundance
57
15.80 16.00 16.20 16.40
5000 85 m/z 41.05 40.36%
29
112 141 184
L L e o L B B B e B
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #36159: Dodecane N R e e e
7 15.80 16.00 16.20 16.40
m/z 85.10 34.78%
5000
85
29
1112 141 170
et R i s B S &
m/z--> 0 50 100 150 200 250 300 350 400 450 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050715\
Data File : BG016915.D

Aca On : 7 May 2015 10:13

Operator : TP/1Z

Sample : 62114-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Hexadecanoic acid, methyl e... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.86 3.17 ng 208910 Phenanthrene-d10 17.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 97
3 9-Octadecenoic acid. 12-(acetvlo... 354 C21H3804 000140-03-4 90
4 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 89
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
Abundance Scan 2582 (17.858 min): BG016915.D (-2576) (-) m/z 74.00 100.00%
74
5000 43
143 LR AR SRR SUNILN B
171 199 227 270 17.60 17.80 18.00 18.20
m/z 87.00 65.95%
m/z--> 50 100 150 200 250 300 350
Abundance #100708: Hexadecanoic acid, methyl ester
74
5000 "'I""I""I'Aw'l"'
43 17.60 17.80 18.00 18.20
‘ s m/z 43.05 41.29%
270
oL M 27
m/z--> 50 100 150 200 250 300 350
Abundance
74
| 17.60 17.80 18.00 18.20
5000 43 m/z 41.05 32.70%
25 97115 3 185 227 270
m/z--> 50 100 150 200 250 300 350
Abundance #142779: 9-Octadecenoic acid, 12-(acetyloxy)-, methyl este... T
74 17.60 17.80 18.00 18.20
m/z 55.05 29.65%
5000
55
- ‘ 143
B [ R aern s gyt o)
m/z--> 50 100 150 200 250 300 350 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050715\
Data File : BG016915.D

Aca On : 7 May 2015 10:13

Operator : TP/1Z

Sample : 62114-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 n-Hexadecanoic acid Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
18.08 4.99 ng 328889 Phenanthrene-d10 17.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 n-Hexadecanoic acid

2 Tetradecanoic acid

3 Tridecanoic acid

4 Dodecanoic acid

5 11-Bromoundecanoic acid

256 C16H3202
228 C14H2802
214 C13H2602
200 C12H2402
264 C11H21Br0O2

000057-10-3 94
000544-63-8 76
000638-53-9 70
000143-07-7 58
002834-05-1 43

Abundance Scan 2620 (18.082 min): BG016915.D (-2611) (-) m/z 43.05 100.00%
43 73
5000
157]_85213 256 LA L L L L
17.80 18.00 18.20 18.40
m/z 73.00 92.62%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #92228: n-Hexadecanoic acid
43 73
5000 256
129 17.80 18.00 18.20 18.40
97 213 m/z 60.00 78.43%
L ] 57 ]
..ka Mﬂuwﬁkwnltﬁ.hq.uh .‘....,....,....,....
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
43 73
17.80 18.00 18.20 18.40
5000 12 m/z 57.10 76.02%
185
97
18 157 228
L B o e e B LA e o e o e R
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #65566: Tridecanoic acid e B e e e
73 17.80 18.00 18.20 18.40
m/z 41.00 66.17%
43
5000
129
‘ w o8 Il 214
m/iz--> 0 50 100 150 200 250 300 350 400 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050715\
Data File : BG016915.D

Aca On : 7 May 2015 10:13

Operator : TP/1Z

Sample : 62114-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 10-Octadecenoic acid, methy... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.03 3.11 ng 205429 Phenanthrene-d10 17.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 99
2 9-Octadecenoic acid. methvl este... 296 C19H3602 001937-62-8 98
3 11-Octadecenoic acid. methvl est... 296 C19H3602 001937-63-9 97
4 10-Octadecenoic acid. methvl est... 296 C19H3602 013038-45-4 97
5 8-Octadecenoic acid, methyl ester 296 C19H3602 002345-29-1 96

Abundance Scan 2781 (19.028 min): BG016915.D (-2779) (-) m/z 55.10 100.00%

74

5000

166180 202 222 264 18.80 19.00 19.20 19.40

m/z 74.00 74 .25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115443: 10-Octadecenoic acid, methyl ester

123 139

5000
18.80 19.00 19.20 19.40

m/z 69.05 72.01%

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

41 55

74 18.80 19.00 19.20 19.40

5000 m/z 41.10 60.09%
97

27 123

264
222
207 245 | 279296

mwmrﬂmwmﬁmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115462: 11-Octadecenoic acid, methyl ester, (2)- L B o o o B S
18.80 19.00 19.20 19.40

137152 180

m/z 67.10 56.79%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18.80 19.00 19.20 19.40

8270-BG050515.M Fri May 08 16:25:06 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050715\
Data File : BG016915.D

Aca On : 7 May 2015 10:13

Operator : TP/1Z

Sample : 62114-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 1-Docosene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.07 4.73 ng 403660 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 99
2 5-Eicosene. (B)- 280 C20H40 074685-30-6 93
3 1-Heneicosvl formate 340 C22H4402 077899-03-7 91
4 Cvclotetracosane 336 C24H48 000297-03-0 91
5 1-Tricosene 322 C23H46 018835-32-0 91
Abundance Scan 3129 (21.072 min): BG016915.D (-3121) (-) m/z 43.10 100.00%
43
83
5000
226 20.80 21.00 21.20 2140
Y | 253280308 477 522 n/z 57 05 88 _ 330
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #121981: 1-Docosene
55
97
29 20.80 21.00 21.20 21.40
e m/z 55.10  86.09%
Iy aese s
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
55
83 20.80 21.00 21.20 2140
5000 m/z 83.05 76 .54%
29 111
139167 196223252280
m/z--> 6 55 160 1éo 200 250 360 3éo 460 4%0 560
Abundance #137330: 1-Heneicosyl formate
57 83 20.80 21.00 21.20 21.40
m/z 69.05 66.86%
5000 111
(5167196200 266294325
m/z--> c') 5'0 1(')0 1&'30 2(')0 250 3(')0 3&'30 4(')0 4&'30 5(')0 20.80 21.00 21.20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050715\
Data File : BG016915.D

Acq On : 7 May 2015 10:13

Operator : TP/1Z

Sample : G2114-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515_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]
unknown2 .79 2.79 362.6 ng 9486140 1 7.80 523235 20.0
Butane, 2-methoxy... 3.00 13.2 ng 345887 1 7.80 523235 20.0
2-Pentanone, 4-hy... 4.92 10.1 ng 265017 1 7.80 523235 20.0
unknown? .33 7.33 96.9 ng 2534540 1 7.80 523235 20.0
Ethanol, 1l-methox... 11.91 2.9 ng 119548 2 10.59 817714 20.0
Tetradecane, 2-me... 14.34 2.4 ng 128435 3 14.43 1072590 20.0
Hexadecane 15.30 2.3 ng 124723 3 14.43 1072590 20.0
Benzophenone 15.80 8.7 ng 466229 3 14.43 1072590 20.0
Heptadecane 16.15 2.5 ng 164772 4 17.18 1319470 20.0
Hexadecanoic acid... 17.86 3.2 ng 208910 4 17.18 1319470 20.0
n-Hexadecanoic acid 18.08 5.0 ng 328889 4 17.18 1319470 20.0
10-Octadecenoic a... 19.03 3.1 ng 205429 4 17.18 1319470 20.0
1-Docosene 21.07 4.7 ng 403660 5 21.36 1705710 20.0
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