LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF032217\
Data File : BF093871.D
Aca On - 23 Mar 2017 9:30 Instrument :
Operator : SJ/MA E?Afs el
- _ lentosampleld :
3?22'6 - 12350-16 72-11931-VNJ-226-213-COMP
ALS Vial : 40 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 2.110 34 38 46 rVB 117031 140643 3.03% 0.306%
2 4.140 378 383 392 rVB 619374 837033 18.01% 1.820%
3 4.516 441 447 450 rBV 4081022 4355190 93.72% 9.468%
4 4.910 509 514 518 rBV 54091 51780 1.11% 0.113%
5 5.569 619 626 631 rVB 3391368 4605064 99.10% 10.011%
6 5.728 647 653 656 rBY 4094801 4586333 98.69% 9.970%
7 5.987 693 697 701 rVB 1303432 1166479 25.10% 2.536%
8 6.169 722 728 731 rBVY 3338433 3512170 75.58% 7.635%
9 6.634 800 807 810 rBVY 2516537 2942956 63.33% 6.398%
10 7.486 947 952 956 rBY 1476134 1570189 33.79% 3.413%

11 8.816 1171 1178 1181 rBV 4315726 4646993 100.00% 10.102%
12 9.304 1256 1261 1265 rBV 444218 386068 8.31% 0.839%

13 9.457 1282 1287 1291 rVB 49747 57248 1.23% 0.124%
14 9.633 1308 1317 1321 rBV2 1628717 1679298 36.14% 3.651%
15 9.886 1356 1360 1364 rBV2 37423 50302 1.08% 0.109%
16 10.222 1413 1417 1420 rBV 103650 91242 1.96% 0.198%
17 10.304 1428 1431 1435 rVB 98059 92189 1.98% 0.200%
18 10.504 1457 1465 1472 rBV3 57218 98411 2.12% 0.214%

19 10.604 1476 1482 1485 rBV 2321442 2571380 55.33% 5.590%
20 10.810 1513 1517 1519 rBV 122968 137674 2.96% 0.299%

21 10.986 1541 1547 1550 rBV3 30034 47646 1.03% 0.104%
22 11.363 1608 1611 1615 rBV 112301 99517 2.14% 0.216%
23 11.457 1622 1627 1630 rBV2 1451716 1515940 32.62% 3.296%
24 11.486 1630 1632 1636 rVV 668577 552304 11.89% 1.201%
25 11.545 1636 1642 1646 rVB 182457 181410 3.90% 0.394%

26 11.892 1698 1701 1706 rVB 72715 74255 1.60% 0.161%
27 12.080 1729 1733 1736 rBV 117053 114753 2.47% 0.249%
28 12.110 1736 1738 1743 rVB 141895 145689 3.14% 0.317%
29 12.174 1743 1749 1752 rBV2 133933 155653 3.35% 0.338%
30 12.210 1752 1755 1758 rVvVv 178443 208194 4.48% 0.453%

31 12.239 1758 1760 1768 rVB 90840 96971 2.09% 0.211%
32 12.451 1792 1796 1801 rBV2 69101 99075 2.13% 0.215%
33 12.492 1801 1803 1808 rVB 61263 55473 1.19% 0.121%
34 12.763 1842 1849 1853 rBV 52187 84020 1.81% 0.183%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF032217\
Data File : BF093871.D
Aca On - 23 Mar 2017 9:30 Instrument :
Operator : SJ/MA E?Afs el
- _ lentosampleld :
a?ggle - 12350-16 72-11931-VNJ-226-213-COMP
ALS Vial : 40 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
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF032217.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.945 1874 1880 1884 rBV 617663 600568 12.92% 1.306%

36 13.063 1896 1900 1903 rVB 72301 74891 1.61% 0.163%
37 13.221 1922 1927 1931 rVB 553345 591240 12.72% 1.285%
38 13.433 1957 1963 1967 rBV 2767239 3187054 68.58% 6.928%

39 13.510 1969 1976 1979 rBvV4 39453 68938 1.48% 0.150%
40 13.615 1988 1994 1995 rBV4 39838 53814 1.16% 0.117%
41 13.639 1995 1998 2004 rVB 87215 92248 1.99% 0.201%
42 13.721 2008 2012 2015 rVv2 59512 60034 1.29% 0.131%
43 13.763 2016 2019 2030 rVB3 72523 104374 2.25% 0.227%
44 14.257 2097 2103 2110 rVB3 38968 59248 1.27% 0.129%
45 14.510 2143 2146 2153 rVB3 46387 62583 1.35% 0.136%

46 14.592 2156 2160 2170 rVVv2 184137 287451 6.19% 0.625%
47 14.704 2174 2179 2183 rVV2 976983 1315291 28.30% 2.859%
48 14.733 2183 2184 2187 rVV 189901 167876 3.61% 0.365%
49 14.757 2187 2188 2194 rVB3 42004 52819 1.14% 0.115%
50 14.880 2203 2209 2216 rBV3 73993 109951 2.37% 0.239%

51 15.186 2256 2261 2265 rBV2 50054 61841 1.33% 0.134%
52 15.380 2292 2294 2300 rVB5 39992 49397 1.06% 0.107%
53 15.821 2365 2369 2373 rBV 140029 156548 3.37% 0.340%
54 15.927 2383 2387 2390 rBV 131219 194761 4._.19% 0.423%
55 16.098 2413 2416 2420 rBV 58068 67647 1.46% 0.147%

56 16.221 2433 2437 2443 rVB 76314 84448 1.82% 0.184%
57 16.280 2443 2447 2452 rVB 125810 147136 3.17% 0.320%
58 16.345 2453 2458 2462 rBV 753076 932847 20.07% 2.028%

59 16.898 2547 2552 2555 rBV5 35158 54241 1.17% 0.118%

60 17.727 2688 2693 2702 rVB3 42402 91017 1.96% 0.198%

61 17.939 2718 2729 2735 rBV7 43202 122942 2.65% 0.267%

62 18.133 2758 2762 2769 rVB 35287 67956 1.46% 0.148%

63 18.345 2792 2798 2805 rVBS8 30400 70800 1.52% 0.154%
Sum of corrected areas: 45999503
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :
TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF032217\

- BF093871.D

- 23 Mar 2017 9:30

- SJ/NMA

- 12350-16

- 40 Sample Multiplier: 1

C:\DATABASENNISTO2.L
LSCINT.P

72-11931-VNJ-226-213-COMP

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

Abundance

4000000

3000000

2000000

1000000

211

TIC: BF093871.D

4.52 5.73

5.57 6.17

6.63

7.49
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0
Time-->
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4.50 5.00 5.50

6.00

6.50

SRS
7.00 7.50
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4000000

3000000

2000000

1000000

8|82

9.63

9.30
A 9.46

10.8 11.341.55
9.89 W?Qo.sh 810,90

TIC: BF093871.D

13.43

10.60

11.46

11.49

12.94 13.22
11.8 102050 12,76 1306A“ AL3£1
|

0
Time-->

9.00 9.50

10.00

12.50 13.00 13.50

12.00

10.50 11.00 11.50

Abundance

4000000

3000000

2000000

1000000

1183726
o~

14.70

7 136.88 15.195.38

14.26 lll]'é1

TIC: BF093871.D

16.90 17.7317.948.1318.34

Time-->

14.00

14.50

15.00 15.50

16.00

18.00

17.00 17.50

16.50

18.50 19.00
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Library Search Compound Report

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

Data File : BF093871.D

Aca On - 23 Mar 2017 9:30

Operator : SJ/MA

ﬁ?ggle : 12350-16 72-11931-VNJ-226-213-COMP
ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032217 .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 1 Propane, 1,1-dimethoxy- Concentration Rank 8

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

2.11 2.41 ng 140643 1,4-Dichlorobenzene-d4 5.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 83
2 2-Propanol. 1.1-dimethoxv- 120 C5H1203 042919-42-6 28
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 22
4 1.3-Dioxolane. 2-(1-bromoethvl)- 180 C5H9Bro2 005267-73-2 12
5 Thiocyanic acid, methyl ester 73 C2H3NS 000556-64-9 9

Abundance Scan 38 (2.110 min): BF093871.D (-34) (-) m/z 75.00 100.00%
79.0
5000 45.0
. ———
57.0 200 220 240
...,....,....,....',‘:'..|.,..'.'.,....,-..':'.,....,....1,9:?'.1.,....,.... m/z 73.10  76.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4666: Propane, 1,1-dimethoxy-
75.0
5000 A L
45.0 200 220 240
31.0 “ m/z 45.00 43.01%
15.0 57.0
S A A o AN 1 N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
75.0
200 220 240
5000 m/z 41.05 31.59%
310 470 57.0 89.0
"w""l'“'l""|“"l"'w""|""w"';"'}Q%p'l'&%%p'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4342: Pentane, 3-methoxy-
73.0 200 220 240
m/z 47.05 21.48%
5000
45.0
29.0
‘ “‘\ 5.0 I 101.0
m/z--> 10 20 30 40 50 60 70 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 : BF093871.D

Aca On : 23 Mar 2017 9:30

Operator : SJ/MA

Sample : 12350-16

Misc :

ALS Vial : 40 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.

4.14 14.35 ng 837033 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. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 17
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 383 (4.140 min): BF093871.D (-378) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 T T T
83.0 3.80 4.00 4.20 4.40
rer e e e e e e e e e e e e m/z 59.10 54 .64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LI L L L L L L LN |
3.80 4.00 4.20 4.40
59.0 m/z 101.10 19.33%
101.0
20 | | 9 sa0 *
P P I e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
R RmEREmE
570 3.80 4.00 4.20 4.40
5000 m/z 58.10 16.10%
20.0 101.0
15.0 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester T
59.0 3.80 4.00 4.20 4.40
m/z 41.05 8.84%
5000 41.0
Wl 730 1260 1420
T T T T T e e e
m/z--> 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 : BF093871.D

Aca On - 23 Mar 2017 9:30

Operator : SJ/MA

ﬁ?ggle : 12350-16 72-11931-VNJ-226-213-COMP
ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032217 .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 unknown5.73 Concentration Rank 1

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

5.73 78.64 ng 4586330 1,4-Dichlorobenzene-d4 5.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
4 1-Methvlopvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 5-Aminoindole 132 C8H8N2 005192-03-0 9

Abundance Scan 653 (5.728 min): BF093871.D (-647) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 AL U R AU
401 540 5.40 5.60 5.80 6.00
o....,...:|l!...,::..,::l-.|,..7:5?',0....,..!.,%??:?....,....,J...,.. m/z 68.10 40.27%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 i e e e
a0 7O o m/z 134.00  33.74%
‘ 79.0 :
|||||||||‘||‘||||‘||‘||||‘|‘|||||‘|‘|‘|‘|||||||‘||||1|0|7|0||||‘||||||"::: -
m/z--> 30 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
9.0 ono 54 560 5h0 Gbo |
5000 ’ m/z 66.10 24 .62%
31.0 51.0
79.0
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 2
Abundance #13916: Benzene, 1,3,5-trifluoro- L L L L L LA |
132.0 5.40 5.60 5.80 6.00
m/z 69.10 15.68%
5000
63.0 81.0
310 500 Ll \ | ‘\ 92010-}011%0 |
2> 3 4 5 o B % 100 10 130 1% 180 '540 560 580 600
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Library Search Compound Report

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

Data File : BF093871.D

Aca On - 23 Mar 2017 9:30

Operator : SJ/MA

ﬁ?ggle : 12350-16 72-11931-VNJ-226-213-COMP
ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032217 .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 5 Anthracene, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.17 2.05 ng 155653 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 2-methvl- 192 C15H12 000613-12-7 93
2 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 91
3 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 91
4 Anthracene. 1-methvl- 192 C15H12 000610-48-0 90
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 78
Abundance Scan 1748 (12.169 min): BF093871.D (-1743) (-) m/z 192.10 100.00%
19p.1
5000
73.1 NG R V1N W —
9.0 1150 1370 165.1 11.80 12.00 12.20 12.40
; m/z 191.10 50.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50611: Anthracene, 2-methyl-
192.0
5000 T T T T T T A'#¥
11.80 12.00 12.20 12.40
m/z 189.10 25.05%
96.0 165.0
,....,....ﬁ%Q..,w. Jll';%q?"}?%P"'lw"' |'J"|""|
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
192.0
11.80 12.00 12.20 12.40
5000 m/z 73.10 22.82%
165.0
39.0 63.0 940 1150 139.0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #50623: Phenanthrene, 1-methyl-
192.0 11.80 12.00 12.20 12.40
m/z 43.00 20.78%
5000
165.0
39.0  63.0 9.0 1150 139.0 |
m/z--> 20 40 60 80 100 120 140 160 180 200 ' 1180 12.00 12.20 12.40
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Library Search Compound Report

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

Data File : BF093871.D

Aca On - 23 Mar 2017 9:30

Operator : SJ/MA

ﬁ?ggle : 12350-16 72-11931-VNJ-226-213-COMP
ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032217 .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 Benzaldehyde, 3,5-dichloro-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.21 2.75 ng 208194 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzaldehvde. 3.5-dichloro-2-hvd... 190 C7H4Cl1202 000090-60-8 72
2 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 70
3 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 58
4 Phenanthrene. 4-methvl- 192 C15H12 000832-64-4 35
5 8,9-Dihydrocyclopenta[def]phenan... 192 C15H12 027410-55-5 30
Abundance Scan 1755 (12.210 min): BF093871.D (-1752) (-) m/z 190.05 100.00%
190.1
5000
165.1 N 1500 1990 1540 15 a0
11.80 12.00 12.20 12.40 12.60
131 1390 m/z 189.10  96.60%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49487: Benzaldehyde, 3,5-dichloro-2-hydroxy-
190.0
5000
11.80 12.00 12.20 12.40 12.60
63.0 070 133.0 172.0 m/z 192.10 66.69%
28.0 :
—r oy .“‘|4.'7.’9. I‘M i ;\?Z:T'O I‘M‘I L I .“A .M. I .325.3.'0|M i .‘. |-- .h. e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
190.0
11.80 12.00 12:20 12.40 12.60
5000 m/z 191.10 54 .36%
94.0
39.0 630 1100 137.0 1630
m/z--> 20 40 60 80 100 120 140 160 180 200 o
Abundance #49336: 6H-Cyclobuta[jk]phenanthrene R AR EREEET LD A o
189.0 11.80 12.00 12.20 12.40 12.60
m/z 94.50 28.94%
5000
94.0
”'I'”'I'”'I'”'f'”'l'”'l'”'I'”??%p”l'u”l"”
m/z--> 20 40 60 80 100 120 140 160 180 200 11.80 12.00 12.20 12.40 12.60
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Library Search Compound Report

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

Data File : BF093871.D

Aca On - 23 Mar 2017 9:30

Operator : SJ/MA

ﬁ?ggle : 12350-16 72-11931-VNJ-226-213-COMP
ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032217 .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 Dichloroacetic acid, heptad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.59 4.37 ng 287451 Chrysene-di12 14.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 95
2 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
4 Heptafluorobutvric acid. n-penta... 424 C19H31F702 1000216-79-3 91
5 1-Octadecanol 270 C18H380 000112-92-5 90
Abundance Scan 2160 (14.592 min): BF093871.D (-2156) (-) m/z 83.10 100.00%

57.0 831

5000

:

178.1
139.1 203.1 234.0 260.0 14.20 14.40 14.60 14.80 15.00
m/z 57.05 95.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #146886: Dichloroacetic acid, heptadecy! ester
57.0 83.0

=

5000 el s
1110 14.20 14.40 14.60 14.80 15.00

m/z 43.10 91.47%

29.0

1390 1680  210.0 238.0 5660 295.0

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

43.0

3

83.0 M AT T e
14.20 14.40 14.60 14.80 15.00
5000 m/z 55.10 87.92%
111.0

139.0 182.0 210.0

mwﬁmmmwmww
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #152927: Trichloroacetic acid, hexadecy! ester T
14.20 14.40 14.60 14.80 15.00

m/z 69.10 83.49%

:

69.0

5000

125.0

:

153.0 196.0 224.0
s R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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 : BF093871.D

Aca On - 23 Mar 2017 9:30

Operator : SJ/MA

ﬁ?ggle : 12350-16 72-11931-VNJ-226-213-COMP
ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032217 .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 Squalene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.82 3.36 ng 156548 Perylene-di12 16.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 90
2 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 87
3 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 87
4 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 83
5 (E,E,E)-3,7,11,15-Tetramethylhex. .. 272 C20H32 077898-97-6 80
Abundance Scan 2369 (15.821 min): BF093871.D (-2365) (-) m/z 69.05 100.00%
69.0
5000 J
0711372 100 1560 15.80 16.00 16.20
‘ A Bl T 18900 221 8T 00 53.96%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158504: Squalene
69.0
5000 LRI SRR BN SO B
15,60 15.80 16.00 16.20
m/z 41.05 23.97%
k) o 0“13”79 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
1560 15.80 16.00 16.20
5000 m/z 95.10 14 .59%
121.0
29.0 161.0191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #152606: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p... L e
69.0 15.60 15.80 16.00 16.20
m/z 68.10 13.53%
5000
111
| " bt d ol 10 >0 1920 2310 2730 3150 3840
m/z--> 50 100 150 260 250 300 350 400 15.60 15.80 16.00 16.20
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Library Search Compound Report

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

Data File : BF093871.D

Aca On - 23 Mar 2017 9:30

Operator : SJ/MA

ﬁ?ggle : 12350-16 72-11931-VNJ-226-213-COMP
ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032217 .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 unknownl7.94 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.94 2.64 ng 122942 Perylene-di12 16.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane. l1l-bromo- 276 C14H29Br 000112-71-0 38
2 Eicosane 282 C20H42 000112-95-8 25
3 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 11
4 (+)-Phendimetrazine 191 C12H17NO 000634-03-7 11
5 Undecane 156 C11H24 001120-21-4 10
Abundance Scan 2729 (17.939 min): BF093871.D (-2718) (-) m/z 57.00 100.00%
57.0
5000 1371 278.1
99.1 R SURRURN SR SO
| 1751 2211 411.3 17.60 17.80 18.00 18.20
| L "m/z 43.10 60.92%
m/z--> 50 100 150 200 250 300 350 400
Abundance #103951: Tetradecane, 1-bromo-
43.0
5000 L DR U B SR
a0 137.0 1760 17,80 18.00 18.20
‘ : m/z 71.05 51.81%
I‘I ‘: |H" hlw |H| L‘l e iy w - |1|97|q —— |2|7‘6‘|0| B e
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
17.60 17.80 18.00 18.20
5000 m/z 137.05 49 .74%
2610 9.0 1410 1830 250  282.0
miz-> 50 100 150 200 250 300 350 400
Abundance #91053: Pentadecane, 2,6,10-trimethyl- REa e e AR
57.0 17.60 17.80 18.00 18.20
m/z 85.00 45 .60%
5000
99.0
zalo“ | | [}7) 1410 1830 2390
m/z--> 5'0 1(')0 1%0 2(')0 250 3(')0 3éo 4(')0 17.60 17.80 18.00 18.20 '
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Tentatively ldentified Compound (LSC) summary

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

Data File : BF093871.D

Acq On : 23 Mar 2017 9:30

Operator : SJ/MA

3?22'6 - 12350-16 72-11931-VNJ-226-213-COMP
ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217 .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]
Propane, 1,l1-dime... 2.11 2.4 ng 140643 1 5.99 1166480 20.0
2-Pentanone, 4-hy... 4.14 14.4 ng 837033 1 5.99 1166480 20.0
unknown5.73 5.73 78.6 ng 4586330 1 5.99 1166480 20.0
Anthracene, 2-met... 12.17 2.0 ng 155653 4 11.46 1515940 20.0
Benzaldehyde, 3,5... 12.21 2.8 ng 208194 4 11.46 1515940 20.0
Dichloroacetic ac... 14.59 4.4 ng 287451 5 14.71 1315290 20.0
Squalene 15.82 3.4 ng 156548 6 16.34 932847 20.0
unknownl17 .94 17.94 2.6 ng 122942 6 16.34 932847 20.0
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