LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032217\
Data File : BF093870.D
Aca On - 23 Mar 2017 9:03 Instrument :
Operator : SJ/MA E?Afs el

- _ lentosampleld :
3?22'6 : 12350-11 72-11937-VNJ-205-COMP
ALS Vial : 39 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-BF032217.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 2.116 35 39 45 rVB 146821 170954 2.91% 0.338%
2 4.145 379 384 396 rVB 694355 1066283 18.15% 2.107%
3 4_.522 441 448 451 rBVY 4702984 5447410 92.71% 10.762%
4 4.910 511 514 522 rVB 64885 65902 1.12% 0.130%
5 5.575 619 627 631 rBY 3927672 5875617 100.00% 11.608%
6 5.734 647 654 657 rBY 4557198 5664974 96.41% 11.192%
7 5.987 693 697 701 rBVY 1289402 1150682 19.58% 2.273%
8 6.169 722 728 731 rVB 4129531 4330358 73.70% 8.555%
9 6.634 800 807 811 rBVY 2794475 3744101 63.72% 7.397%
10 7.486 947 952 956 rBY 1519661 1548165 26.35% 3.059%

11 8.816 1171 1178 1182 rBV 4811496 5819839 99.05% 11.498%
12 9.304 1256 1261 1265 rBV 573309 516049 8.78% 1.020%
13 9.633 1308 1317 1321 rBV2 1589003 1662144 28.29% 3.284%
14 10.222 1413 1417 1421 rVB 109769 101778 1.73% 0.201%
15 10.498 1457 1464 1467 rBV 45598 62328 1.06% 0.123%

16 10.604 1476 1482 1486 rBV 2624052 3205413 54.55% 6.333%
17 10.810 1513 1517 1519 rBV 139412 152171 2.59% 0.301%
18 11.363 1607 1611 1614 rBV 126001 112854 1.92% 0.223%
19 11.457 1622 1627 1630 rBV 1488703 1476328 25.13% 2.917%
20 11.480 1630 1631 1636 rVB 156397 132355 2.25% 0.261%

21 11.545 1639 1642 1645 rVB 80943 72886 1.24% 0.144%
22 11.892 1694 1701 1705 rVB2 95418 134500 2.29% 0.266%
23 12.174 1744 1749 1752 rBV2 132508 141424 2.41% 0.279%
24 12.945 1875 1880 1884 rBV 259233 247885 4.22% 0.490%
25 13.221 1922 1927 1930 rBV 223598 227015 3.86% 0.449%

26 13.439 1957 1964 1967 rBV 3648435 4169059 70.96% 8.237%
27 14.592 2156 2160 2170 rBV 199482 282304 4._80% 0.558%
28 14.704 2174 2179 2183 rBV 1009868 1148596 19.55% 2.269%

29 15.380 2291 2294 2302 rVB 58247 78979 1.34% 0.156%
30 15.927 2384 2387 2390 rBV 58778 76609 1.30% 0.151%
31 16.098 2412 2416 2426 rBV 121443 200514 3.41% 0.396%
32 16.280 2443 2447 2451 rVB 52491 67368 1.15% 0.133%
33 16.345 2453 2458 2466 rVB 748282 925774 15.76% 1.829%
34 16.656 2507 2511 2517 rBV3 46373 62666 1.07% 0.124%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032217\

Data File : BF093870.D

Aca On - 23 Mar 2017 9:03

Operator : SJ/MA

3?22'6 i 12350-11 72-11937-VNJ-205-COMP
ALS Vial : 39 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-BF032217 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 16.892 2547 2551 2555 rBV 57892 91546 1.56% 0.181%
36 17.645 2673 2679 2688 rBv4 48517 93816 1.60% 0.185%
37 17.939 2724 2729 2735 rBV7 31203 68822 1.17% 0.136%
38 18.239 2771 2780 2781 rBVY7 30787 62553 1.06% 0.124%

39 18.339 2793 2797 2805 rVB5 72477 157489 2.68% 0.311%

Sum of corrected areas: 50615510
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032217\

Data File : BF093870.D

Aca On - 23 Mar 2017 9:03

Operator : SJ/MA

ﬁ?ggle i 12350-11 72-11937-VNJ-205-COMP
ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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: BF093870.D
4,52 5.73

6.17
4000000 5.57

3000000 6.63
2000000

7.49

1000000

212 4.91
R et il L

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: BF093870.D
8[82

4000000
13.44

3000000
10.60

2000000
9.63 11.46

1000000

12.94 13.22
E 10.81 . 12.17
A 10.22 1p5 11 §%4 11.89 i

L T e T L e L

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF093870.D

4000000

3000000

2000000

14.70
1000000 16.34

14.5 6.1
U ST L . RV —

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\BF032217\

Data File : BF093870.D

Aca On - 23 Mar 2017 9:03

Operator : SJ/MA

ﬁ?ggle i 12350-11 72-11937-VNJ-205-COMP
ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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 Propane, 1,1-dimethoxy- Concentration Rank 7

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

2.12 2.97 ng 170954 1,4-Dichlorobenzene-d4 5.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1l.l1-dimethoxv- 104 C5H1202 004744-10-9 64
2 2-Propanol. 1.1-dimethoxv- 120 C5H1203 042919-42-6 28
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
4 1.3-Dioxolane. 2-(1-bromoethvl)- 180 C5H9Bro2 005267-73-2 10
5 Thiocyanic acid, methyl ester 73 C2H3NS 000556-64-9 9

Abundance Scan 40 (2.122 min): BF093870.D (-35) (-) m/z 75.00 100.00%
79.0
5000 45.0
—
570 200 220 240
..,....,.3?5.-%,|:'..|.,..-.'.,....,'.::|.,....,....1,93.'.1.,....,.... m/z 73.10 66.57%
m/z--> 20 30 40 50 60 70 8 90 100 110 120
Abundance #4671: Propane, 1,1-dimethoxy-
75.0
5000 290 LI NSRS LR
200 220 240
m/z 45.00 39.36%
| 57.0 | 870 1030
mz-> 20 ' P A TN P
Abundance
75.0
200 220 240
5000 m/z 41.05 25.90%
310 47.0 57.0 89.0
"I""I""I""I""I""I"”I""I""%Q%Q'I"%%%Q"'
m/z--> 20 30 40 50 60 70 8 90 100 110 120
Abundance #4342: Pentane, 3-methoxy- Ll i e
73.0 200 220 240
m/z 77.00 18.86%
5000
45.0
29.0
| 580 ‘ 101.0 {L
m/z--> 20 30 40 50 60 fo 80 90 100 110 120 200 220 240 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032217\

Data File : BF093870.D

Aca On - 23 Mar 2017 9:03

Operator : SJ/MA

ﬁ?ggle i 12350-11 72-11937-VNJ-205-COMP
ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4._.15 18.53 ng 1066280 1,4-Dichlorobenzene-d4 5.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Butane 58 C4H10 000106-97-8 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 385 (4.151 min): BF093870.D (-379) (-) m/z 43.00 100.00%
43.0
59.1
5000
1°|“ 380 400 420 440
71.0 83.1 ; : : .
...,....,....,....,....','n..,...'I,....,....,.~...,...:,....,....,....,....,...., m/z 59.10 54.67%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L UL IR B
59.0 380 400 420 440
0
150 4, 1010 m/z 101.10 19.23%
“w““VLWH”ﬂHHMHPWWH“V“§%QVH4““V“W““P“W““l
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
380 400 420 440
5000 41.0 m/z 58.00 16.28%
73.0 126.0 142.0
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #224: Butane LA L L L B L L
43.0 3.80 4.00 4.20 4.40
m/z 41.10 8.68%
5000 29.0
58.0
10 150 \‘\‘ ‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032217\

Data File : BF093870.D

Aca On - 23 Mar 2017 9:03

Operator : SJ/MA

ﬁ?ggle i 12350-11 72-11937-VNJ-205-COMP
ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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 unknown5.73 Concentration Rank 1

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

5.73 98.46 ng 5664970 1,4-Dichlorobenzene-d4 5.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 653 (5.728 min): BF093870.D (-647) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 RS U R U
401 540 540 5.60 5.80 6.00
..,....,....,...:,".'...,:!..,::.-.|,..':.,??;9,...'.,}97.-9...,....,'...,... m/z 68.10 40.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 UL U L LA
540 5.60 5.80 6.00
310 510 ‘ m/z 134.00 32.99%
'WH'W“'W“JHJ'ww'w'“H'“w'“w'“w'“w'“'w“'l“'w“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
540 560 580 6.00
5000 67.0 m/z 66.10 24.42%
41.0 97.0
53.0
79.0 117.0
WWTWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole  EEAmEE B e
132.0 540 5.60 5.80 6.00
m/z 69.10 16.01%
5000
104.0
120 27.0 390 5.0 80770 400 | 50 ||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 540 560 580 600
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032217\

Data File : BF093870.D

Aca On - 23 Mar 2017 9:03

Operator : SJ/MA

ﬁ?ggle i 12350-11 72-11937-VNJ-205-COMP
ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.81 2.06 ng 152171 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Pentadecane 212 C15H32 000629-62-9 91
3 Octacosane 394 C28H58 000630-02-4 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Heptacosane 380 C27H56 000593-49-7 90
Abundance Scan 1517 (10.810 min): BF093870.D (-1513) (-) m/z 57.05 100.00%
57.0
. J@J\vﬂm
j ‘99 1 10.40 10.60 10.80 11.00 11.20
e by, AL 182 m/z 43.10 69.32%
m/z--> 50 100 150 200 250 300 350
Abundance #107652: Eicosane
57.0
5000 [rr T
10.40 10.60 10.80 11.00 11.20
m/z 71.05 67.01%
99.0
s O Y T S
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
10.40 10.60 10.80 11.00 11.20
5000 m/z 85.05 40.84%
21.0 90 1410 18202120
m/z--> 50 100 150 200 250 300 350 '
Abundance #155178: Octacosane i R B
57.0 10.40 10.60 10.80 11.00 11.20
m/z 41.05 31.64%
B meAJ«NwwwanJLvmwﬁmfvvvw«fu
99.0
27,00 | | | , 141.0 183.0 225.0 281.0 337.0 394.0
m/z--> 50 100 150 200 250 300 350 ' 1040 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032217\
Data File : BF093870.D

Aca On : 23 Mar 2017 9:03

Operator : SJ/MA

Sample : 12350-11

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.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 Trichloroacetic acid, hexad... Concentration Rank 4

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

14.59 4.92 ng 282304 Chrysene-di12 14.70

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 90
2 1-Nonadecene 266 C19H38 018435-45-5 87
3 Acetic acid. chloro-. hexadecvl ... 318 C18H35CI02 052132-58-8 87
4 Cvclopentadecane 210 C15H30 000295-48-7 86
5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 83

m/z 57.05 100.00%

-

14.20 14.40 14.60 14.80 15.00

Abundance Scan 2160 (14.592 min): BF093870.D (-2156) (-)
57.0 83.0
5000
I 178.0 207.1 234.0
ARasmEEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43.0
69.0
5000

125.0

153.0 196.0 224.0

m/z 83.05 95.97%

r

14 20 14. 40 14. 60 14. 80 15. 00

m/z 43.10 92 .85%

5

14.20 14.40 14.60 14.80 15.00

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 97.0
69.0
5000
125.0
15.0 154.0 182.0 210.0 238.0 266.0
S L o o o AMAEEREREEREEEESREEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #127051: Acetic acid, chloro-, hexadecyl ester
5000
125.0
154.0 196.0 224.0 269.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

m/z 55.00 86.37%

%

14.20 14.40 14.60 14.80 15.00

m/z 97.10 83.75%

5

14 20 14. 40 14. 60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032217\

Data File : BF093870.D

Aca On - 23 Mar 2017 9:03

Operator : SJ/MA

ﬁ?ggle i 12350-11 72-11937-VNJ-205-COMP
ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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 Nonacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.10 4.33 ng 200514 Perylene-di12 16.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonacosane 408 C29H60 000630-03-5 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Triacontane 422 C30H62 000638-68-6 90
4 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 87
5 Docosane 310 C22H46 000629-97-0 87
Abundance Scan 2416 (16.098 min): BF093870.D (-2412) (-) m/z 57.10 100.00%
51.1
e J\\AL/\’
991 ' 15.80 16.00 16.20 16.40
141.1 326.1 . . . .
oAb A iagano ass1 301 T oo
m/z--> 50 100 150 200 250 300 350 400
Abundance #158131: Nonacosane
57.0
5000 R B SO BN B
15. 80 16. oo 16 20 16. 40
99.0 m/z 43.10 63.66%
| \ ol ‘\ | }4} 0 1830 225.0 267.0 309.0 351.0  408.0
m/z--> éo 100 1éo 200 250 360 3%0 460
Abundance
57.0
' 15.80 16.00 16.20 16.40
5000 m/z 85.05 52.01%
99.0
25/0 141.0 1830 225.0 296.0
m/z--> éo 160 1éo 200 250 360 3%0 460
Abundance #160628: Triacontane T T T
57.0 15.80 16.00 16.20 16.40
m/z 55.00 23.30%
5000
99.0
Ui d | Ja10 1830 2250 267.0 309.0 3510 4220
m/z--> 5'0 100 1&'30 200 250 3(')0 350 4(|)O 15. 80 16. oo 16 20 16. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032217\

Data File : BF093870.D

Aca On - 23 Mar 2017 9:03

Operator : SJ/MA

ﬁ?ggle i 12350-11 72-11937-VNJ-205-COMP
ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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 Oxirane, hexadecyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.64 2.03 ng 93816 Perylene-di12 16.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 62
2 Octadecanal 268 C18H360 000638-66-4 58
3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 49
4 Tetrapentacontane. 1.54-dibromo- 915 C54H108Br2 1000156-09-4 46
5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 46
Abundance Scan 2678 (17.639 min): BF093870.D (-2673) (-) m/z 57.10 100.00%

5000

195.0 278.2 17.40 17.60 17.80 18.00
m/z 82.10 82.03%

123.0

151.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99461: Oxirane, hexadecyl-

5000
17.40 17.60 17.80 18.00

m/z 43.10 60.92%

29.0

211.0 250.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 82.0
R N RERE N RE s
17.40 17.60 17.80 18.00
5000 m/z 96.05 50.43%
109.0

137.0 1660 1940 2220 250.0
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #107629: Oxirane, heptadecyl- R AR RREEE L
17.40 17.60 17.80 18.00

m/z 83.05 50.01%

5000

236.0 264.0

166.0 194.0
R EEAEEEEm s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032217\

Data File : BF093870.D

Aca On - 23 Mar 2017 9:03

Operator : SJ/MA

ﬁ?ggle i 12350-11 72-11937-VNJ-205-COMP
ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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 unknownl8.34 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.34 3.40 ng 157489 Perylene-d12 16.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropanecarbonitrile. 2-ITp-(... 276 C19H20N2 032589-51-8 10
2 1(2H)-1soauinolinone. 2-hvdroxv- 161 COH7NO2 021201-50-3 10
3 Thiazolidine-2-thione. 4-tert-bu... 349 C14H17CI2NOS2 1000264-76-3 10
4 Pvrrol-5-amine. 4-(2-benzoxazolv... 276 C16H12N40 039116-39-7 9
5 2,3,5a,6,9,10-Hexahydro-1H-cyclo... 276 C14H16N2S2 1000148-50-5 9
Abundance Scan 2797 (18.339 min): BF093870.D (-2793) (-) m/z 43.10 100.00%
43.1
107.0
5000
329.4 396.4 NSNS BN BN
18.00 18.20 18.40 18.60
m/z 57.05 73.61%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104261: Cyclopropanecarbonitrile, 2-[p-(dimethylamino)phe...
276.0
5000 18,00 18.20 18.40 18.60
134.0 m/z 55.10 70.25%
39.0 77.0 \ 1850
miz-> 50 100 150 200 250 300 350 400
Abundance
145.0
89.0 18,00 18.20 18.40 18.60
5000 m/z 107.00 68.88%
39.0
miz-> 50 100 150 200 250 300 350 400
Abundance #140692: Thiazolidine-2-thione, 4-tert-butyl-3-(3,4-dichlo... R
57.0 159.0 18.00 18.20 18.40 18.60
m/z 276.10 58.03%
5000
89.0 123. 217.0
| TR VI P ' | 2500 2020 3490
m/z--> 55 160 150 260 2éo 360 3%0 460 18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032217\

Data File : BF093870.D

Acq On : 23 Mar 2017 9:03

Operator : SJ/MA

3?22'6 i 12350-11 72-11937-VNJ-205-COMP
ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217 .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]
Propane, 1,1-dime... 2.12 3.0 ng 170954 1 5.99 1150680 20.0
2-Pentanone, 4-hy... 4.15 18.5 ng 1066280 1 5.99 1150680 20.0
unknown5.73 5.73 98.5 ng 5664970 1 5.99 1150680 20.0
Eicosane 10.81 2.1 ng 152171 4 11.46 1476330 20.0
Trichloroacetic a... 14.59 4.9 ng 282304 5 14.70 1148600 20.0
Nonacosane 16.10 4.3 ng 200514 6 16.34 925774 20.0
Oxirane, hexadecyl- 17.64 2.0 ng 93816 6 16.34 925774 20.0
unknownl18.34 18.34 3.4 ng 157489 6 16.34 925774 20.0
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