LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088099.D

Aca On 17 Jun 2016 18:08

Operator : UM/SJ

Sample - H3558-03

Misc :

ALS Vial : 9 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 F\METHODS\8270-BF060716.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 1.667 6 7 16 rVB 189133 334328 9.22% 1.535%
2 1.793 16 18 86 rvB 1439095 3624248 100.00% 16.635%
3 4.136 221 223 233 rVB 370890 485180 13.39% 2.227%
4 4.833 281 284 287 rBV 453543 690347 19.05% 3.169%
5 5.279 321 323 333 rVB 676267 621650 17.15% 2.853%
6 5.690 357 359 361 rBV 111096 94897 2.62% 0.436%
7 6.330 414 415 421 rBV2 331950 415151 11.45% 1.905%
8 6.456 424 426 429 rBV 963867 1061198 29.28% 4.871%
9 6.696 445 447 449 rBV 637343 595755 16.44% 2.734%
10 6.765 452 453 457 rVB 43907 45215 1.25% 0.208%

11 6.845 458 460 463 rVB 1144693 1460264 40.29% 6.702%
12 7.267 494 497 499 rBV 1049320 1288045 35.54% 5.912%
13 7.976 557 559 562 rBvV 725838 797090 21.99% 3.658%
14 9.062 651 654 656 rBV 2426718 2383369 65.76% 10.939%
15 9.462 686 689 690 rBvV 86326 112202 3.10% 0.515%

16 9.679 705 708 710 rVvB 44023 47709 1.32% 0.219%
17 9.736 710 713 715 rVB 739117 995091 27.46% 4_.567%
18 10.159 748 750 753 rBv2 167630 229967 6.35% 1.056%
19 10.388 767 770 774 rBV 24348 45280 1.25% 0.208%
20 10.513 779 781 784 rBV 896032 934760 25.79% 4._.290%

21 10.639 790 792 796 rBV2 70534 102524 2.83% 0.471%
22 11.211 840 842 844 rBV 1132620 991326 27.35% 4 _550%
23 11.759 887 890 903 rBVvV2 63647 118024 3.26% 0.542%
24 12.537 955 0958 964 rBV 40129 54865 1.51% 0.252%
25 12.799 978 981 983 rBV 1943533 2244155 61.92% 10.300%

26 13.702 1057 1060 1069 rBVZ2 43239 90204 2.49% 0.414%
27 13.840 1069 1072 1074 rBV 855510 811586 22.39% 3.725%
28 14.697 1143 1147 1150 rBV2 27042 36475 1.01% 0.167%
29 15.074 1177 1180 1183 rBV 43394 64356 1.78% 0.295%

30 15.223 1190 1193 1204 rVB 520308 597985 16.50% 2.745%

31 15.508 1215 1218 1222 rBV 57490 102848 2.84% 0.472%

32 16.023 1259 1263 1266 rBV 51273 99984 2.76% 0.459%
33 16.640 1310 1317 1324 rBV 30075 76772 2.12% 0.352%
34 17.383 1377 1382 1391 rVB3 17370 52968 1.46% 0.243%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088099.D

Aca On 17 Jun 2016 18:08

Operator : UM/SJ

Sample - H3558-03

Misc :

ALS Vial : 9 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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF060716.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 18.297 1456 1462 1467 rBV2 10654 40568 1.12% 0.186%
36 19.440 1555 1562 1570 rVB4 7652 41014 1.13% 0.188%

Sum of corrected areas: 21787400
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF061716\

BF088099.D

17 Jun 2016 18:08

UM/SsJ

H3558-03

9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF088099.D
2000000
15000001 1.79
6.84 77
1000000 6.46
5.28 6.70
500000 4.83
4.14
1.67 6.3
5}.\69 7
e e L e T e S I
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF088099.D
9/06
2000000 12.80
1500000
11.21
1000000 10.51
7.98 9.74
500000
9.46 10.16 10.64 11.76
2799, 10.3 : : 12.54
44—t A A A A
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF088099.D
2000000
1500000
1000000 13.84
15.22
500000
o 13.7 1470 1507/ 1551 16.02 16.64 17.38 18.30 19.44
A T Y L T Qe T——T<t ———TTT—— ——— T
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088099.D

Aca On 17 Jun 2016 18:08

Operator : UM/SJ

Sample - H3558-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 3-Penten-2-one, 4-methyl- Concentration Rank 5

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

4.14 16.29 ng 485180 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
5 2,4-Azetidinedione, 3,3-diethyl- 141 C7H11NO2 042282-85-9 78

Abundance Scan 223 (4.136 min): BF088099.D (-221) (-) m/z 83.10 100.00%
55 83
5000 43 o8
e
3.80 4.00 4.20 4.40
0 ...,....,....,..?3|;':..f‘?'.|.:.?1..‘.3?,...77.,.!..,....~,.... m/z 55.10 85.21%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3246: 3-Penten-2-one, 4-methyl-
55 83
5000 43 BENARBE SRR SR LR
29 98 3.80 4.00 4.20 4.40
m/z 98.10 36.71%
0 \‘\‘ 37\‘\\\ 49\‘ | 61 67 7 ! 89 .
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
83
55 3.80 400 420 440
5000 43 m/z 43.10 32.96%
98
29
0 23 37 | 49 63 69 77 91
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3404: 2-Pentene, 3,4-dimethyl-, (E)- EE EEEEE RN RREEE
5 83 3.80 4.00 4.20 4.40
m/z 39.10 22 .44%
41
5000 7 o8
15 ‘ 69
IR .:lh.%4.ail M. LN X PR A T S A VS —
m/z--> 10 20 30 40 50 60 70 8 90 100 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088099.D

Aca On 17 Jun 2016 18:08

Operator : UM/SJ

Sample - H3558-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.83 23.18 ng 690347 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 53
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Acetone 58 C3H60 000067-64-1 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 284 (4.833 min): BF088099.D (-281) (-) m/z 43.10 100.00%
43
59
5000
s 40 450 4k0 Sh0 820
83 : : : : :
o‘.-,w-l,lu:..'.'h.‘?g..,~....-,|....,....,....,....,....,2.0.7.. m/z 59.10 61.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 USSR UL S L
440 460 4.80 5.00 5.20
m/z 101.10 20.73%
31 ‘ g3 101
N S B I B W I I R W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
440 460 480 500 520
5000 m/z 58.10 17.19%
41
73 86
S L S L LS UL B LS B UL S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester A BEa A
50 440 460 4.80 5.00 5.20
m/z 41.10 8.78%
5000 41
o Il e 126 14
m/z--> 20 40 60 80 100 120 140 160 180 200 440 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088099.D

Aca On 17 Jun 2016 18:08

Operator : UM/SJ

Sample - H3558-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2-Pentanone, 4-methoxy-4-me... Concentration Rank 9

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

5.69 3.19 ng 94897 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 83
2 N-.alpha.-Acetvlalvcinamide 116 C4H8N202 002620-63-5 33
3 1.3-Dioxolane. 2-(1-methvlethvl)- 116 C6H1202 000822-83-3 10
4 2-Propvn-1-ol. acetate 98 C5H602 000627-09-8 9
5 Borane, dimethoxy- 74 C2H7BO2 004542-61-4 9

Abundance Scan 359 (5.690 min): BF088099.D (-357) (-) m/z 73.10 100.00%
43 3
5000
55 e 100 5 540 560 580 6.00
0”.“.”,”.w.”Jﬂu”,”WW.”.“:”,”.W.H.L.”,”.w.” m/z 43.00 86.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13496: 2-Pentanone, 4-methoxy-4-methyl-
43 73
5000 IR UL U R L
540 5.60 5.80 6.00
m/z 115.10 13.40%
15 2 g %5 e gy 10 1P
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
30 73
43 540 560 580 6.00
5000 m/z 41.10 9.12%
o P 51 58 83 100 117
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 |
Abundance #8192: 1,3-Dioxolane, 2-(1-methylethyl)- e ,I.\. e
73 540 5.60 5.80 6.00
m/z 39.10 6.08%
5000
43
0 2‘?\ \H\ ?E 1 1] 86 101 1:!'5
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 540 560 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088099.D

Aca On 17 Jun 2016 18:08

Operator : UM/SJ

Sample - H3558-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown6.46 Concentration Rank 3

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

6.46 35.63 ng 1061200 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 426 (6.456 min): BF088099.D (-424) (-) m/z 132.00 100.00%
132
5000 68
96 TTTTTTTTT rrTyTrTTTTTTT
40 54 - | 106 J 6.20 6.40 6.60 6.80
0 I W - N | A — m/z 68.10 44.02%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IEEBE SRS AR RN
6.20 6.40 6.60 6.80
2 51 m/z 134.00 32.05%
0'"|"Lﬂﬁlw'l'l”j?"”lf"'l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
" 620 640 6.60 6.80
5000 m/z 66.10 27 .80%
104
ol 14 27 39 1 66 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! e e e R e R BAE
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 17.78%
5000 og 116
| ...,...‘n,m..u“,.uh.,Mh..h,..“‘.,...¥5§...., 189 SN 1 U | GRR—
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088099.D

Aca On 17 Jun 2016 18:08

Operator : UM/SJ

Sample - H3558-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 8 Heptacosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.64 2.07 ng 102524 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 72
2 Tetradecane 198 C14H30 000629-59-4 72
3 Pentadecane 212 C15H32 000629-62-9 72
4 Octacosane 394 C28H58 000630-02-4 72
5 Octadecane 254 C18H38 000593-45-3 64
Abundance Scan 792 (10.639 min): BF088099.D (-790) (-) m/z 57.10 100.00%
g7
113 155 185 10,40 10.60 10.80 11.00
0 m/z 43.10 69 .53%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane L—/\ALLAJ‘
57
5000 LRI UL SR SN R
85 10,40 10.60 10.80 11.00
m/z 71.10 64 .51%
o 290 | || M3 141 169 107 225 253 281 323 351 380
m/z--> 50 100 1éo 200 250 300 350
Abundance
57
10,40 10.60 10.80 11.00
5000 85 m/z 85.10 37.99%
29
0 113 141 169 198
m/z--> 50 100 150 200 250 300 350
Abundance #71393: Pentadecane AR
57 10.40 10.60 10.80 11.00
m/z 41.05 30.13%
5000 85
29
m/z--> 50 1(')0 1&'30 200 250 300 350 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088099.D

Aca On 17 Jun 2016 18:08

Operator : UM/SJ

Sample - H3558-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 9 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.76 2.38 ng 118024 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 20
Abundance Scan 890 (11.759 min): BF088099.D (-887) (-) m/z 73.00 100.00%
73
43 90
5000 129
213 A
143157171185199 227 256 1140 11,60 11,80 1200
0 m/z 60.00 75.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129 N B DR B ARER
11.40 11.60 11.80 12.00
m/z 43.05 69.60%
ﬂji 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
1140 11.60 11.80 12.00
5000 129 m/z 57.10 66.67%
29 a7
115 | 143 199 242
101 185
s 157171 213506
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #72647: Tridecanoic acid
60 73 11.40 11.60 11.80 12.00
43 m/z 55.10 61.99%
129
5000 -
143157 214
0 N e NN A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11'40 11. 60 11. 80 12'00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088099.D

Aca On 17 Jun 2016 18:08

Operator : UM/SJ

Sample - H3558-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 10 Trifluoroacetoxy hexadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.70 2.22 ng 90204 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 94
2 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 91
3 11-Tricosene 322 C23H46 052078-56-5 91
4 n-Heptadecanol-1 256 C17H360 001454-85-9 90
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 90
Abundance Scan 1060 (13.702 min): BF088099.D (-1057) (-) m/z 57.05 100.00%
57
5000 a4 111 f f
149 13.40 13.60 13.80 14.00
Orreprerrre iy m/z 83.10 93.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane
57
41 97
5000
13.40 13.60 13.80 14.00
125 m/z 55.10 83.22%
0 15 ‘ 154 180196 224 251 269
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43
83 IR B SRR
13.40 13.60 13.80 14.00
5000 m/z 97.10 80.79%
111
27 67
0 139155 182 210
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #163017: 11-Tricosene
43 13.40 13.60 13.80 14.00
m/z 69.10 76 .20%
5000 83
} 111
0 || 140 168 196 224243 266 204 322
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088099.D

Aca On 17 Jun 2016 18:08

Operator : UM/SJ

Sample - H3558-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 11 unknownl5.07 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.07 2.15ng 64356  Perylene-d12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Heptasiloxane. hexadecamethvl- 532 C16H4806Si7  000541-01-5 49

2 Mercaptoacetic acid. bis(trimeth... 236 C8H2002SSi2 006398-62-5 37
3 3.6-Dioxa-2.4.5.7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 37

4 N-Benzvl-N-ethvl-p-isopropvlbenz... 281 C19H23NO 015089-22-2 35
5 3-Oxa-6-thia-2,7-disilaoctane, 2... 222 C8H220SSi2 078921-31-0 35
Abundance Scan 1180 (15.074 min): BF088099.D (-1177) (-) m/z 73.10 100.00%
73
147
221
5000
281 355
T e e
191[ L l 429 14.80 15.00 15.20 15.40
) NSRS NS I S I m/z 147.10  77.64%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #237932: Heptasiloxane, hexadecamethyl-
221
73
5000 147 L L B I
281 L, 14.80 15.00 15.20 15.40
051 m/z 221.10 66 .98%
0 45 | 117\ | 1?1‘\\ “\ h‘\ h ‘\\311‘\ L\ ‘\\371 4?9 517
T e T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
73
147 IIIIIIIIIIIIIIIIIIIIIII
14.80 15.00 15.20 15.40
5000 m/z 281.10 30.58%
45 221
13 104 193
-
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #138908: 3,6-Dioxa-2,4,5,7-tetrasilaoctane, 2,2,4,4,5,5,7,... B IL
147 221 14.80 15.00 15.20 15.40
m/z 355.10 25.46%
73
5000
191
117 279
oL 45 L4 L1 | 249 |
— T e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061716\
Data File : BF088099.D

Acq On 17 Jun 2016 18:08

Operator : UM/SJ

Sample - H3558-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.M
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]
3-Penten-2-one, 4. .. 4.14 16.3 ng 485180 1 6.70 595755 20.0
2-Pentanone, 4-hy... 4.83 23.2 ng 690347 1 6.70 595755 20.0
2-Pentanone, 4-me... 5.69 3.2 ng 94897 1 6.70 595755 20.0
unknown6 .46 6.46 35.6 ng 1061200 1 6.70 595755 20.0
Heptacosane 10.64 2.1 ng 102524 4 11.21 991326 20.0
n-Hexadecanoic acid 11.76 2.4 ng 118024 4 11.21 991326 20.0
Trifluoroacetoxy ... 13.70 2.2 ng 90204 5 13.84 811586 20.0
unknown15.07 15.07 2.1 ng 64356 6 15.22 597985 20.0
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