LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\

Data File : BF097151.D

Aca On : 28 Jul 2017 13:43 Instrument :
Operator : SJ/JU BNA_F

Sample - 14397-05 ClientSampleld :
Misc - T-2B-14.5-15.0-072117
ALS Vial : 11 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-BF072517.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 2.657 127 131 147 rBVY 170453 393040 12.77% 1.375%
2 4.640 464 468 484 rBV 181439 315629 10.25% 1.105%
3 5.092 540 545 560 rBY 2699559 3052129 99.16% 10.681%
4 6.157 720 726 736 rBVY 2519683 3078049 100.00% 10.771%
5 6.263 739 744 747 rBV 3100952 2983602 96.93% 10.441%
6 6.486 778 782 793 rBV 888723 751867 24.43% 2.631%
7 6.645 804 809 812 rBVY 2139197 1974362 64.14% 6.909%
8 7.057 874 879 882 rBVY 1825424 1803095 58.58% 6.310%
9 7.192 898 902 912 rVB2 46761 63468 2.06% 0.222%
10 7.692 984 987 996 rBV 88469 98371 3.20% 0.344%

11 7.769 996 1000 1004 rBV 1100492 917498 29.81% 3.211%
12 8.851 1178 1184 1187 rBV 2763391 2597368 84.38% 9.089%
13 9.245 1247 1251 1256 rBV 550751 436886 14.19% 1.529%
14 9.516 1292 1297 1300 rBV 1039678 917556 29.81% 3.211%

15 9.545 1300 1302 1305 rVB 51197 37165 1.21% 0.130%
16 9.969 1371 1374 1377 rVB 56776 44407 1.44% 0.155%
17 10.057 1382 1389 1395 rVB2 32679 40553 1.32% 0.142%
18 10.298 1426 1430 1437 rBV 1329283 1375867 44.70% 4_.815%
19 10.439 1450 1454 1463 rVB 70352 79915 2.60% 0.280%
20 10.886 1525 1530 1532 rBV 69735 60864 1.98% 0.213%

21 10.986 1543 1547 1549 rBV 831258 707441 22.98% 2.476%
22 11.010 1549 1551 1555 rVB 477606 367118 11.93% 1.285%
23 11.063 1555 1560 1564 rVB 124476 102579 3.33% 0.359%

24 11.221 1583 1587 1593 rBV2 33527 37176 1.21% 0.130%
25 11.486 1629 1632 1635 rBV 41756 33713 1.10% 0.118%
26 11.516 1635 1637 1639 rBV 51584 39707 1.29% 0.139%
27 11.598 1648 1651 1653 rBV 67329 59426 1.93% 0.208%
28 12.192 1748 1752 1756 rBV 623921 519287 16.87% 1.817%
29 12.333 1772 1776 1780 rBV3 27011 40404 1.31% 0.141%

30 12.416 1785 1790 1794 rBV 558156 532067 17.29% 1.862%

31 12.574 1812 1817 1820 rVB 1567618 1555365 50.53% 5.443%

32 12.639 1823 1828 1832 rBV2 25818 46024 1.50% 0.161%
33 12.751 1844 1847 1850 rVB 57773 52939 1.72% 0.185%
34 12.851 1861 1864 1866 rBV 50128 49194 1.60% 0.172%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\

Data File : BF097151.D

Aca On : 28 Jul 2017 13:43 Instrument :
Operator : SJ/JU BNA_F

Sample - 14397-05 ClientSampleld :
Misc - T-2B-14.5-15.0-072117
ALS Vial : 11 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-BF072517 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 13.121 1906 1910 1912 rBV 63865 65047 2.11% 0.228%
36 13.257 1931 1933 1938 rVB 35645 33246 1.08% 0.116%
37 13.363 1947 1951 1953 rBV 53788 48369 1.57% 0.169%
38 13.463 1965 1968 1969 rBV 50478 40639 1.32% 0.142%

39 13.486 1969 1972 1976 rVB2 82297 105994 3.44% 0.371%
40 13.610 1985 1993 1996 rBV2 767995 975907 31.71% 3.415%

41 13.633 1996 1997 2001 rVB 234420 192034 6.24% 0.672%

42 13.715 2008 2011 2013 rBV 46590 36813 1.20% 0.129%
43 13.998 2057 2059 2062 rVB2 34929 32082 1.04% 0.112%
44 14.468 2136 2139 2141 rBV2 35870 36924 1.20% 0.129%

45 14.604 2158 2162 2170 rBVY 281885 472919 15.36% 1.655%

46 14.692 2175 2177 2180 rVB 61105 58759 1.91% 0.206%
47 14.857 2202 2205 2211 rVB 128925 138558 4_50% 0.485%
48 14.909 2211 2214 2219 rBV 180686 196964 6.40% 0.689%
49 14.962 2219 2223 2226 rBVY 467479 518403 16.84% 1.814%
50 15.680 2343 2345 2349 rBV5 25667 38279 1.24% 0.134%

51 16.027 2399 2404 2407 rBV5 33725 67059 2.18% 0.235%
52 16.180 2427 2430 2437 rVB2 82536 140816 4._.57% 0.493%
53 16.545 2488 2492 2502 rVB 66396 133344 4_.33% 0.467%

54 17.027 2572 2574 2577 rBV3 33195 48805 1.59% 0.171%
55 17.862 2714 2716 2721 rBvV6 18870 31230 1.01% 0.109%
Sum of corrected areas: 28576322
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF072817\

Data File : BF097151.D

Aca On : 28 Jul 2017 13:43

Operator : SJ/JU

a?ggle i 14397-05 T-2B-14.5-15.0-072117
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF097151.D
3000000 6(26

5.09

2500000 6.1

6.65
2000000 7.06
1500000

1000000 6.49

500000

i 4/'64 L UL T RAT 79

o

T
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: BF097151.D
3000000

8.85

2500000

2000000

12.57
1500000 10.30

" 9.52

1000000 10.99 13,

12.19
9.25 12.42
500000 11.01

.0 13
- | 55 omjos ||1044 108810 5o 1yigee0 12,33 2641585 13.13

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: BF097151.D
3000000

2500000
2000000
1500000
1000000
500000

17.86
e N N ———————————eans il a

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:\HPCHEM1I\BNA F\DATA\BF072817\

Data File : BF097151.D

Aca On : 28 Jul 2017 13:43

Operator : SJ/JU

a?ggle i 14397-05 T-2B-14.5-15.0-072117
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 1 Propylene Glycol Concentration Rank 3

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

2.66 10.46 ng 393040 1,4-Dichlorobenzene-d4 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propovlene Glvcol 76 C3H802 000057-55-6 74
2 (SY-(+)-1.2-Propanediol 76 C3H802 004254-15-3 64
3 R-(-)-1.2-propanediol 76 C3H802 004254-14-2 43
4 1sopnropnvl Alcohol 60 C3H80 000067-63-0 9
5 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 002155-30-8 9

Abundance Scan 131 (2.657 mm) BF097151.D (-127) (-) m/z 45.00 100.00%

45.0
5000

39.0 55.061.0 85.9 240 260 280 300
O“P“WMWHWH“PWPHWMW”L““vmv“w“WHHWHv“w“w“wnn| m/z 43.00 18.02%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #938: Propylene Glycol
45.0
_l_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_

5000
240 2.60 2.80 3.00
m/z 44.00 5.50%

29.0
190 77 390 5506L0 76.0
TP e TP e e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
45.0
240 2.60 2.80 3.00
5000 m/z 61.00  4.84%
190 310 399 55.061.0 75.0
Wmmmmmm
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #944: R-(-)-1,2-propanediol e e
45.0 240 2.60 2.80 3.00
m/z 42.10 3.06%
5000
9.0 29.0
130290 | 00| 550610 750
P e TP e e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 240 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF072817\

Data File : BF097151.D

Aca On : 28 Jul 2017 13:43

Operator : SJ/JU

a?ggle i 14397-05 T-2B-14.5-15.0-072117
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.64 8.40 ng 315629 1,4-Dichlorobenzene-d4 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 3-Hexanol 102 C6H140 000623-37-0 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 17

Abundance Scan 468 (4.640 min): BF097151.D (-464) (-) m/z 43.00 100.00%
43.0
59.0
5000
mo 0 i 4k ko 560
et et 839 L Tm/z 59.00 52.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LRI UL I L
59.0 440 460 480 5.00
0
150 a0 1010 m/z 101.00 13.75%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
440 460 4.80 5.00
5000 m/z 58.00 12.05%
41.0
50.0 73.0  86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4417 3-Hexanol LA L L L L L B
54.0 440 4.60 4.80 5.00
m/z 41.00 9.18%
5000 310 73.0
| ‘ L N 84.0 101.0
m/z--> 10 20 3'0 40 50 6|O 70 80 90 100 110 440 4.60 4.80 5.00

8270-BF072517.M Mon Jul 31 16:55:39 2017 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF072817\

Data File : BF097151.D

Aca On : 28 Jul 2017 13:43

Operator : SJ/JU

a?ggle i 14397-05 T-2B-14.5-15.0-072117
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 unknown6.26 Concentration Rank 1

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

6.26 79.37 ng 2983600 1,4-Dichlorobenzene-d4 6.49
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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 743 (6.257 min): BF097151.D (-739) (-) m/z 132.00 100.00%
132.0
5000 68.1
©0 s | 9%.1 "ebo 620 640 650
0 ..,....,....,...:,".'...,!!..,::.-.|,..'..,f.‘?.?,....,.':..,1.1.“?9,...., I m/z 68.10 42.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 U U UL IR
6.00 6.20 6.40 6.60
310 510 ‘ m/z 134.00 31.64%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
600 6.20 640 6.60
5000 67.0 m/z 66.00 27.97%
41.0 97.0
53.0
79.0 117.0
wmwmﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole e  maaas e
132.0 6.00 6.20 6.40 6.60
m/z 69.05 16.60%
5000
104.0
140 270 300 510 %0710 g0 | 1m0 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF072817\

Data File : BF097151.D

Aca On : 28 Jul 2017 13:43

Operator : SJ/JU

a?ggle i 14397-05 T-2B-14.5-15.0-072117
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Ethanol, 1-(2-butoxyethoxy)- Concentration Rank 10

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

7.69 2.14 ng 98371 Naphthalene-d8 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 1-(2-butoxvethoxv)- 162 C8H1803 054446-78-5 83
2 Ethanol. 2-(2-butoxvethoxv)- 162 C8H1803 000112-34-5 83
3 Methoxvacetic acid. heptvl ester 188 C10H2003 168920-36-3 50
4 1-Methoxv-3-methyvl-3-butene 100 C6H120 034752-58-4 47
5 Acetaldehyde, di-sec-butyl acetal 174 C10H2202 005314-41-0 45

Abundance Scan 987 (7.692 min): BF097151.D (-984) (-) m/z 45.10 100.00%
44.1
5000
75.0 U I L L R
101.1 7.40 7.60 7.80 8.00
...,....',~|!..Mmﬂ+ﬂﬁ#3%#ﬁ%wwmwm m/z 57.10 97.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #32653: Ethanol, 1-(2-butoxyethoxy)-
57.0
5000
7.40 7.60 7.80 8.00
290 870 m/z 41.10 37.12%
& WW 1320 163.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
7.40 7.60 7.80 8.00
5000 m/z 56.00 17.08%
29.0
8.0 132.0
mﬁwﬁmﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #51330: Methoxyacetic acid, heptyl ester
45, 7.40 7.60 7.80 8.00
m/z 75.00 13.90%
5000

70.0 98.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF072817\

Data File : BF097151.D

Aca On : 28 Jul 2017 13:43

Operator : SJ/JU

a?ggle i 14397-05 T-2B-14.5-15.0-072117
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.44 2.26 ng 79915 Phenanthrene-d10 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Hexadecane 226 C16H34 000544-76-3 87
3 Octacosane 394 C28H58 000630-02-4 86
4 Octadecane 254 C18H38 000593-45-3 72
5 Eicosane 282 C20H42 000112-95-8 72
Abundance Scan 1454 (10.439 min): BF097151.D (-1450) (-) m/z 57.00 100.00%
57.0
5000
Li | et w0 1020 1040 1060 10:80_
S m/z 43.05 75.72%
miz--> 0 50 100 150 200 250 300 350
Abundance #141425: Heneicosane
57.0
5000 U AN SUNIL UGN SR
10.20 10.40 10.60 10.80
99.0 m/z 71.10 46.23%
270/ | | "7 1410 1830 2250 26602960
miz--> 0 §o 160 1éo 260 250 360 3éo '
Abundance
57.0
" 10.20 1040 10.60 10.80
5000 m/z 41.05 29.00%
27.0 990 1410 183.0 226.0
miz--> 0 §o 160 1éo 200 250 360 3%0 '
Abundance #209566: Octacosane R AR RREEE R
57.0 10.20 10.40 10.60 10.80
m/z 85.10 28.06%
5000
99.0
27,0 ‘ | |, 1410 1830 2250 281.0 337.0 394.0

m/z--> 0 50 100 150 200 250 300 350 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072817\
Data File : BF097151.D

Aca On 28 Jul 2017 13:43

Operator : SJ/JU

Sample : 14397-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 1-Heptacosanol Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.49 2.17 ng 105994 Chrysene-di12 13.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 91
2 Octacosanol 410 C28H580 000557-61-9 86
3 1-Heneicosanol 312 C21H440 015594-90-8 83
4 n-Tetracosanol- 354 C24H500 000506-51-4 83
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 83

Abundance Scan 1973 (13.492 min): BF097151.D (-1969) (-) m/z 57.05 100.00%
57.0
5000
97.0
” lmoﬂmmmml | 13.20 13.40 13.60 13.80
Ml [N B hllnllln Il 1 1 IIII .'.' |IIII T m/Z 43_00 84_03%
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57.0 (97.0
5000 LN S ISR BULILE R
13. 20 13. 40 13. 60 13. 80
30.0 m/z 55.00 70.37%
27.0] J \“ | ‘\F L 481 0 222.0 264.0294.0 3340 378.0
m/z--> 50 100 150 200 2%0 300 350 '
Abundance
57.0
97.0 N ——
13.20 13.40 13.60 13.80
5000 m/z 83.10 51.46%
27.0 (390 181.0 222.0251.0 292.0322.0 362.0392.0
m/z--> 55 160 150 200 250 360 3éo '
Abundance #155046: 1-Heneicosanol B o o o SEME
550 o7, 13.20 13.40 13.60 13.80
' m/z 41.10 49 .54%
5000
194 | | I‘ ‘ | | 1290 1820 2200 2660
m/z--> 55 160 1éo 200 250 360 3éo ' 13. 20 13. 40 13. 60 13. 80

8270-BF072517 .M Mon Jul 31 16:55:41 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF072817\

Data File : BF097151.D

Aca On : 28 Jul 2017 13:43

Operator : SJ/JU

a?ggle i 14397-05 T-2B-14.5-15.0-072117
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Benzo[e]pyrene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.69 2.27 ng 58759 Perylene-di12 14.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 92
2 Pervlene 252 C20H12 000198-55-0 92
3 Benzolilfluoranthene 252 C20H12 000205-82-3 70
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 70
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 64
Abundance Scan 2177 (14.692 min): BF097151.D (-2175) (-) m/z 252.10 100.00%
1
5000
365.3 14.40 14.60 14.80 15.00
i e S e m/z 250.10 33.47%
m/z--> 50 100 150 200 250 300 350
Abundance #104221: Benzo[e]pyrene
252.0
5000
14.40 14.60 14.80 15.00
126.0 m/z 253.05 27 .79%
41.0 68.0 99.0 ‘H ‘ 1740 2240
m/z--> 50 100 150 200 250 300 350
Abundance
252.0
14.40 14.60 14.80 15.00
5000 m/z 57.00 26 .35%
125.0
17.0 50.0 83.0 1740 2240
m/z--> 50 100 150 200 250 300 350
Abundance #104223: Benzolj]fluoranthene AR EEREE L
252.0 14.40 14.60 14.80 15.00
m/z 43.10 22 .87%
5000
126.0
29.0 63.0 99.0 | 174.0 224.0 ‘
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF072817\

Data File : BF097151.D

Aca On : 28 Jul 2017 13:43

Operator : SJ/JU

a?ggle i 14397-05 T-2B-14.5-15.0-072117
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Benzo[b]triphenylene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

16.03 2.59 ng 67059 Perylene-di12 14.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolbltriphenvlene 278 C22H14 000215-58-7 55
2 Estra-1.3.5.7.9.15-hexaen-17-one... 278 C19H1802 056588-53-5 45
3 Pentacene 278 C22H14 000135-48-8 45
4 Quinoxaline. 6-(3-nitrobenzvlide... 278 C15H10N402 302800-55-1 43
5 Naphtho[1,2-a]Janthracene 278 C22H14 000195-06-2 43

Abundance Scan 2405 (16.033 min): BF097151.D (-2399) (-) m/z 278.15 100.00%

278.1
5000

139.1
115.1
83.0 3111 15.80 16.00 16.20 16.40

m/z 276.10 58.57%

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

Abundance #126220: Benzo[b]triphenylene
278.0
5000 LI B L L L LB
15.80 16.00 16.20 16.40
139.0 m/z 43.00 46.60%
39.0 63.0 87.0 112.0 174.0 200.0224.0 250.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
278.0
R N EEEE S s E R
15.80 16.00 16.20 16.40
5000 m/z 217.10 22.17%

550 820 11501390 1650  209.0 2350

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #126210: Pentacene

.0 15.80 16.00 16.20 16.40
m/z 139.05  21.94%

5000

163.0  200.0224.0 250.0
RS e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF072817\

Data File : BF097151.D

Acq On 28 Jul 2017 13:43

Operator : SJ/JU

a?ggle i 14397-05 T-2B-14.5-15.0-072117
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517 .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]
Propylene Glycol 2.66 10.5 ng 393040 1 6.49 751867 20.0
2-Pentanone, 4-hy... 4.64 8.4 ng 315629 1 6.49 751867 20.0
unknown6 .26 6.26 79.4 ng 2983600 1 6.49 751867 20.0
Ethanol, 1-(2-but... 7.69 2.1 ng 98371 2 7.77 917498 20.0
Heneicosane 10.44 2.3 ng 79915 4 10.99 707441 20.0
1-Heptacosanol 13.49 2.2 ng 105994 5 13.61 975907 20.0
Benzo[e]pyrene 14.69 2.3 ng 58759 6 14.96 518403 20.0
Benzo[b]triphenylene 16.03 2.6 ng 67059 6 14.96 518403 20.0
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