LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BGO060415\
Data File : BG017449.D
Acq On 4 Jun 2015 19:33 Instrument :
Operator : TP/I1Z (B.‘,'l\!A_(tSS el

- _ lentosampleld :
3?22'6 : 62491-12 LFO16MW001-150602
ALS Vial : 11 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-BG060315.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

2.773 10 14 26 rvB 147046 199792 32.72% 4_.789%

1

2 4.242 259 264 270 rvVB2 24572 36236 5.94% 0.869%
3 5.218 425 430 438 rBvV 44418 64348 10.54% 1.542%
4 6.828 698 704 715 rVB3 28722 52344 8.57% 1.255%
5 7.162 756 761 769 rBV 84909 133838 21.92% 3.208%
6 7.627 834 840 847 rBV 61461 96399 15.79% 2.311%
7 7.944 888 894 902 rBV2 88426 137338 22.49% 3.292%
8 8.426 971 976 981 rBV3 3933 7230 1.18% 0.173%
9 8.784 1031 1037 1046 rBvV 78961 132427 21.69% 3.174%
10 9.313 1122 1127 1132 rBV2 3410 6273 1.03% 0.150%
11 10.417 1308 1315 1323 rVB 84419 136838 22.41% 3.280%
12 11.916 1567 1570 1580 rVB5 3778 7918 1.30% 0.190%
13 12.603 1680 1687 1696 rBV5 11087 24837 4_.07% 0.595%
14 12.868 1726 1732 1734 rBV2 47491 71069 11.64% 1.703%
15 12.903 1734 1738 1745 rVB 215356 303392 49.69% 7.272%
16 13.714 1869 1876 1877 rBV5 3887 7322 1.20% 0.176%
17 13.749 1879 1882 1887 rVB2 12665 20386 3.34% 0.489%
18 14.113 1939 1944 1948 rBV3 7999 12967 2.12% 0.311%
19 14.289 1968 1974 1981 rVB 128790 195429 32.01% 4.684%
20 15.024 2095 2099 2104 rBV5 6377 10172 1.67% 0.244%
21 15.288 2139 2144 2148 rBV5 3344 6228 1.02% 0.149%
22 15.782 2223 2228 2237 rBV2 166453 261799 42.88% 6.275%
23 15.923 2248 2252 2256 rVB5 5147 8261 1.35% 0.198%
24 16.017 2263 2268 2275 rVBS8 6464 14226 2.33% 0.341%
25 16.316 2311 2319 2322 rBV5 8329 16125 2.64% 0.387%
26 16.804 2398 2402 2406 rBV5 9559 14113 2.31% 0.338%
27 17.039 2436 2442 2449 rVB2 201434 284445 46.59% 6.818%
28 17.204 2469 2470 2476 rVB5 6312 8615 1.41% 0.206%
29 17.280 2479 2483 2487 rVB4 18553 25163 4.12% 0.603%
30 17.433 2505 2509 2514 rBV6 7104 13617 2.23% 0.326%
31 17.544 2525 2528 2533 rVB6 10784 16252 2.66% 0.390%
32 17.879 2582 2585 2591 rVB7 8035 13483 2.21% 0.323%
33 17.950 2591 2597 2604 rBV2 78831 130849 21.43% 3.136%
34 18.056 2613 2615 2621 rVB7 5928 7436 1.22% 0.178%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BGO060415\
Data File : BG017449.D
Acq On 4 Jun 2015 19:33 Instrument :
Operator : TP/I1Z (B.‘,'I\!A_(tSS el

- _ lentosampleld :
3?22'6 : 62491-12 LFO16MW001-150602
ALS Vial : 11 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:\HPCHEMI1I\BNA_G\METHODS\8270-BG060315.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 18.238 2642 2646 2648 rBV5 8599 10525 1.72% 0.252%
36 18.367 2666 2668 2673 rVB6 4277 6707 1.10% 0.161%
37 18.602 2704 2708 2714 rBV 10858 17923 2.94% 0.430%
38 18.896 2756 2758 2762 rVB5 9575 12056 1.97% 0.289%
39 19.166 2801 2804 2811 rVB9 13750 18339 3.00% 0.440%
40 19.231 2811 2815 2819 rBv4 43854 63301 10.37% 1.517%
41 19.677 2886 2891 2899 rBV2 463301 610539 100.00% 14.634%
42 20.476 3022 3027 3033 rVvB 67557 84861 13.90% 2.034%
43 20.523 3033 3035 3038 rBvV3 6423 8079 1.32% 0.194%
44 20.594 3043 3047 3052 rBV3 38809 62316 10.21% 1.494%
45 20.952 3104 3108 3114 rBv4 45235 71752 11.75% 1.720%
46 21.228 3150 3155 3162 rVB 284822 356743 58.43% 8.551%
47 21.810 3251 3254 3255 rBV3 12017 12942 2.12% 0.310%
48 23.467 3528 3536 3544 rVB2 182468 345276 56.55% 8.276%
49 27.445 4210 4213 4216 rBv4 7857 13429 2.20% 0.322%

Sum of corrected areas: 4171955
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BGO060415\

Data File : BG017449.D

Acq On 4 Jun 2015 19:33

Operator : TP/1Z

ﬁ?ggle i 62491-12 LFO16MW001-150602
ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG017449.D
400000
300000

200000
R.77

100000 7.16 7.94 8.78 10.42

7.63
4.24 522 6.83
8.43 9.31

I R R i B s o L L T NS

Time--> 300 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00

Abundance TIC: BG017449.D
19,68

400000

300000

12.90 17.04
200000

14.29
100000

12/g7
1192 1260 $7p14.1 15.025.29

Time--> 12.00 1250 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

Abundance TIC: BG017449.D

400000

21.23
300000

23.47
200000

100000
0.5920.95

21.81 27.44
st repmraante

L RN

Time--> 21.00 21.50 22.00 2250 23.00 2350 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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8270-BG060315.M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060415\
Data File : BG017449.D

Acq On : 4 Jun 2015 19:33

Operator : TP/1Z

Sample : G2491-12

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNISTO2.L

LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Butane, 2-methoxy-2-methyl- Concentration Rank 1

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

2.77 41.45 ng 199792 1,4-Dichlorobenzene-d4 7.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 64
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
4 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 13 (2.768 min): BG017449.D (-10) (-) m/z 73.10 100.00%
73
5000 43
55 87
2.80 2.90 3.00 3.10 3.20
N —— 7§ m/z 43.00 48.98%
m/z--> 20 40 80 100 120 140 160 180 200 220
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 2.80 2.90 3.00 3.10 3.20
55 87 m/z 55.10 25.70%
'P"W"”I'”'I”'P"W"”I'”'I”"P"W"”I'”'I”
m/z--> 20 80 100 120 140 160 180 200 220
Abundance
73
4 g 87 2.80 2.90 3.00 3.10 3.20
5000 m/z 87.10 24 .66%
29
15
m/z--> ) 20 40 60 80 100 120 140 160 180 200 220
Abundance #1967: Silane, tetramethyl-
73 2.80 2.90 3.00 3.10 3.20
m/z 41.10 14 .89%
5000
43
2 15 2 || 55 | g
m/z--> ) ﬁo 40 eb 80 100 120 140 160 180 200 220 2.80 2.90 3.00 3.10 3.20
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8270-BG060315.M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060415\
Data File : BG017449.D

Acq On : 4 Jun 2015 19:33

Operator : TP/1Z

Sample : G2491-12

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_M
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 1,3-Oxathiolane Concentration Rank 5

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

4.24 7.52 ng 36236 1,4-Dichlorobenzene-d4 7.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3-Oxathiolane 90 C3H60S 002094-97-5 72
2 1-Cyano-N-fluoroformimidoyl fluo... 90 C2F2N2 014011-05-3 40
3 Acrolein, 2-chloro- 90 C3H3CIO0 000683-51-2 33
4 Thiirane 60 C2H4S 000420-12-2 30
5 3-Thietanol 90 C3H60S 010304-16-2 28

Abundance Scan 264 (4.242 min): BG017449.D (-259) (-) m/z 60.00 100.00%
45 6p
90
5000
4.00 4.20 4.40 4.60
e s e e o b || M/Z . 45.00  96.55%
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100
Abundance #2236: 1,3-Oxathiolane
90
60
5000 . b0 420 s abo
- m/z 59.00 85.94%
“W““VJMHHPHW“”H“WH“V“W““v“W““P“W““v“'““v“w
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100
Abundance
45 90
31 IR LR LR AR
4.00 4.20 4.40 4.60
5000 m/z 90.00 80.65%
26 71
52
57
ﬂwmwwwﬁwwﬁwﬁwﬁwrﬁwﬁwﬁwﬁwﬁwm
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100
Abundance #2207: Acrolein, 2-chloro- T
90 4.00 4.20 4.40 4.60
m/z 61.00 28.36%
5000 62
53 |
AL AR KARENRRAR) ARES RAARY ARAS NALR) RARLN KARAN RAAR) RARAD AARY REAMA ALK RAAL LRI U U L AU
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060415\
Data File : BG017449.D

Acq On : 4 Jun 2015 19:33

Operator : TP/1Z

Sample : G2491-12

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_M
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 unknown7.16 Concentration Rank 3

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

7.16 27.77 ng 133838 1,4-Dichlorobenzene-d4 7.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 14
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 14
3 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI102 014203-19-1 12
4 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 10
5 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9

Abundance Scan 761 (7.162 min): BG017449.D (-756) (-) m/z 132.00 100.00%
5000 68
0 om ol g ® 104 6.80 7.00 7.20 7.40
e e Hee e et e e e e e || M7z 68.00  42.28%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 1 AL L I UL
6.80 7.00 7.20 7.40
78 m/z 66.00 39.40%
Tpwd
mz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.80 7.00 7.20 7.40
5000 m/z 134.00 35.66%
33 44 g7 105
51 60 70 78 g 115
mz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro- R R b
132 6.80 7.00 7.20 7.40
m/z 69.10 23.17%
5000
69
39 i ‘ 89 103
oy e | L e s
m/z--> 30 40 50 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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8270-BG060315.M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060415\
Data File : BG017449.D

Acq On : 4 Jun 2015 19:33

Operator : TP/1Z

Sample : G2491-12

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNISTO2.L

LSCINT.P

TIC Library :
TIC Integration Parameters:

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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.95 9.20 ng 130849 Phenanthrene-d10 17.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Undecanoic acid 186 C11H2202 000112-37-8 70
3 Tridecanoic acid 214 C13H2602 000638-53-9 58
4 Pentadecanoic acid 242 C15H3002 001002-84-2 58
5 Tetradecanoic acid 228 C14H2802 000544-63-8 52
Abundance Scan 2597 (17.950 min): BG017449.D (-2591) (-) m/z 43.05 100.00%
60 73
5000
213
143177171185 17.60 17.80 18.00 18.20
m/z 60.00 87.97%
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
17.60 17.80 18.00 18.20
21 m/z 73.00 86.61%
m/z--> "éblllﬁb"'gd 80 100 120 140 160 180 200 220 240 260
Abundance
4 6073
17.60 17.80 18.00 18.20
5000 m/z 41.05 81.69%
2 129143
101115 157 186
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65562: Tridecanoic acid L
43 6078 17.60 17.80 18.00 18.20
m/z 55.05 73.77%
5000 - e
“ T7 1115 ‘ 171185 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17. 60 17. 80 18. 00 18 20

Jun 05 16:28:14 2015

LFO16MWO001-150602

Page: 7



8270-BG060315.M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060415\
Data File : BG017449.D

Acq On : 4 Jun 2015 19:33

Operator : TP/1Z

Sample : G2491-12

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNISTO2.L

LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Octadecanoic acid Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
19.23 3.55 ng 63301 Chrysene-di12 21.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 94
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 59
3 Tetradecanoic acid 228 C14H2802 000544-63-8 52
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 47
5 n-Decanoic acid 172 C10H2002 000334-48-5 45

Abundance Scan 2815 (19.231 min): BG017449.D (-2811) (-) m/z 43.05 100.00%
a3
5000 284
| "' 10,00 19.20 19.40 19,60
—— '“". Ll .:.,. — m/z 57.05 96.63%
m/z--> 150 200 300 350
Abundance #108843: Octadecanoic aC|d
43
5000 LN B BN BN B
19.00 19.20 19.40 19.60
185 o 2B m/z 73.00 96.40%
|15| “. H‘“ u‘h\ M\ H ‘. 157\ “. ‘|2.]‘-3.‘. .“ |‘2|6|5 .“. Emaman B
m/z--> 5 200 250 300 350
Abundance
43
73 "' 10.00 19.20 19.40 19,60
5000 o84 m/z 55.00 87.01%
129
97
157 1% 213 241 265 311 372
m/z--> o '55' - 160" ' 150" ' éooll ' ééo" "360" ' ééo"
Abundance #75071: Tetradecanoic acid e o o o S
3 19.00 19.20 19.40 19.60
43 m/z 60.00 75.69%
5000 129
185 228
T |
.‘“.*i‘,wﬂ.“..‘,%q?..‘.... ———r e
m/z--> 50 100 150 200 250 300 350 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BGO060415\

Data File : BG017449.D

Acq On 4 Jun 2015 19:33

Operator : TP/1Z

ﬁ?ggle i G2491-12 LFO16MW001-150602
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_M
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 Ethanol, 2-butoxy-, phospha... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.48 4.76 ng 84861 Chrysene-d12 21.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 2-butoxy-, phosphate (3:1) 398 C18H3907P 000078-51-3 91
2 2-Propanone, ethylhydrazone 100 C5H12N2 007422-99-3 30
3 Heptadecane, 3-methyl- 254 C18H38 006418-44-6 18
4 Dodecanoic acid, 2-butoxyethyl e... 300 C18H3603 000109-37-5 16
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 14
Abundance Scan 3028 (20.482 min): BG017449.D (-3022) (-) m/z 57.05 100.00%
57
2
5000 g5 1

20.20 20.40 20.60 20.80
m/z 125.00 52.81%

m/z--> 50 100 150 200 250 300 350 400
Abundance #155890: Ethanol, 2-butoxy-, phosphate (3:1)
57
85 125
5000
199 20.20 20.40 20.60 20.80
153 227 0
- Jm 299 m/z 85.05 49.16%
308 | ,}.l.??. - i 35 5 s
m/z--> 50 100 150 200 250 300 350 400
Abundance
56
85 20.20 20.40 20.60 20.80
5000 m/z 45.00 47.70%
28
—— T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #91049: Heptadecane, 3-methyl-
57 20.20 20.40 20.60 20.80
m/z 56.10 44 . 74%
85
5000
225
28 113
169
A L e (e
m/z--> 50 100 150 200 250 300 350 400 20.20 20.40 20.60 20.80
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8270-BG060315.M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060415\
Data File : BG017449.D

Acq On : 4 Jun 2015 19:33

Operator : TP/1Z

Sample : G2491-12

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library C:\DATABASENNISTO2.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 unknown20.59 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.59 3.49 ng 62316 Chrysene-d12 21.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Methyl-2-(2,4,6-trimethyl-benz... 274 C15H18N20S 1000294-32-1 45
2 3,4-Dimethylbenzamide, N-2-methy... 205 C13H19NO 333348-22-4 38
3 1,3,4-Thiadiazol-2-amine, 5-(pen... 203 C7H13N3S2 023574-95-0 38
4 Butanoic acid, 1H-indol-3-yl ester 203 C12H13NO2 004346-15-0 35
5 1-Propanone, 2-chloro-1-(2,5-dim... 210 C12H15CIO 054965-52-5 30
Abundance Scan 3046 (20.588 min): BG017449.D (-3043) (-) m/z 133.10 100.00%
5000
55 91 115
159176 204 534 550274 302 349359 20.20 20.40 20.60 20.80 21.00
m/z 55.00 27 .84%
m/z--> 50 100 150 200 250 300 350
Abundance #102844: 6-Methyl-2-(2,4,6-trimethyl-benzylsulfanyl)-pyrim...
133
5000 LA DU BRI UL B
20.20 20.40 20.60 20.80 21.00
274 m/z 91.05 27 .20%
41 g9 9 115 | 159 190 213 241 |
m/z--> 50 100 150 200 250 300 350
Abundance
133
20.20 20.40 20.60 20.80 21.00
5000 m/z 117.00 24.68%
105
205
77
51 10 o
m/z--> 50 100 150 200 250 300 350
Abundance #58020: 1,3,4-Thiadiazol-2-amine, 5-(pentylthio)-
133 20.20 20.40 20.60 20.80 21.00
m/z 115.00 24_16%
5000
43 oo 203
! ‘ 192 L 1(\30
miz--> 50 100 150 200 250 300 350 | | 20.20 20.40 20.60 20.80 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BGO060415\

Data File : BG017449.D

Acq On 4 Jun 2015 19:33

Operator : TP/1Z

ﬁ?ggle i G2491-12 LFO16MW001-150602
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_M
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 Cyclohexadecane, 1,2-diethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.95 4.02 ng 71752 Chrysene-di12 21.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexadecane, 1,2-diethyl- 280 C20H40 1000155-85-3 95
2 1-Tetradecene 196 C14H28 001120-36-1 90
3 1-Tetracosanol 354 C24H500 000506-51-4 87
4 1-Hexacosanol 382 C26H540 000506-52-5 87
5 1-Docosanol 326 C22H460 000661-19-8 87
Abundance Scan 3108 (20.952 min): BG017449.D (-3104) (-) m/z 43.05 100.00%
43
83
5000
20.60 20.80 21.00 21.20
m/z 55.00 81.68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #106406: Cyclohexadecane, 1,2-diethyl-
43
69
97 280
5000 UV AU BRI UG
20.60 20.80 21.00 21.20
125 251 m/z 57.00  77.82%
EREE ‘1\‘,1\‘,,\21;??&?1,'299, I T I
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
8 VN UM SRR UGS
20.60 20.80 21.00 21.20
5000 m/z 83.05 68.75%
111
15 140 168 196
mz-> 50 100 150 200 250 300 350 400
Abundance #142900: 1-Tetracosanol Hr—t
57 83 20.60 20.80 21.00 21.20
m/z 69.10 66 .25%
5000 111
29 139
L ‘ L 167 195 223 252 70 00 %0
m/z--> 50 100 150 200 250 300 350 400 20,60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BGO060415\

Data File : BG017449.D

Acq On 4 Jun 2015 19:33

Operator : TP/1Z

3?22'6 i 62491-12 LFO16MW001-150602
ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315.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... 2.77 41.5 ng 199792 1 7.62 96399 20.0
1,3-Oxathiolane 4.24 7.5 ng 36236 1 7.62 96399 20.0
unknown7 .16 7.16 27.8 ng 133838 1 7.62 96399 20.0
n-Hexadecanoic acid 17.95 9.2 ng 130849 4 17.04 284445 20.0
Octadecanoic acid 19.23 3.5 ng 63301 5 21.23 356743 20.0
Ethanol, 2-butoxy... 20.48 4.8 ng 84861 5 21.23 356743 20.0
unknown20.59 20.59 3.5 ng 62316 5 21.23 356743 20.0
Cyclohexadecane, ... 20.95 4.0 ng 71752 5 21.23 356743 20.0
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