LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121918\
Data File : BF111604.D
Aca On : 19 Dec 2018 21:43 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : J6464-01 290-RT4008-RBR251686
ALS Vial : 8 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF121918.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 2.222 20 23 39 rvB 86917 170410 2.85% 0.312%
2 5.122 511 516 523 rVB 257049 350440 5.85% 0.642%
3 5.516 576 583 586 rBY 4997631 5365182 89.60% 9.824%
4 6.522 747 754 758 rBVY 5288760 5987895 100.00% 10.964%
5 6.663 773 778 781 rBV 5442862 5598319 93.49% 10.251%
6 6.892 813 817 820 rBY 1555004 1207787 20.17% 2.212%
7 7.051 840 844 847 rBVY 4978943 4215696 70.40% 7.719%
8 7.451 906 912 915 rBVY 3668219 3561453 59.48% 6.521%
9 8.175 1030 1035 1037 rBvV 1922985 1577271 26.34% 2.888%
10 8.192 1037 1038 1042 rVB 124813 92236 1.54% 0.169%
11 8.886 1150 1156 1159 rBV 91110 76992 1.29% 0.141%
12 9.251 1213 1218 1221 rBV 6763378 5764285 96.27% 10.555%
13 9.345 1228 1234 1238 rVB3 44756 68243 1.14% 0.125%

14 9.639 1281 1284 1286 rBV 442991 341490 5.70% 0.625%
15 9.928 1329 1333 1337 rVB 2147807 1765133 29.48% 3.232%

16 10.128 1364 1367 1370 rBV 79132 66287 1.11% 0.121%
17 10.716 1462 1467 1470 rBV 4387908 4223132 70.53% 7.733%
18 10.839 1484 1488 1489 rBV3 81291 90116 1.50% 0.165%
19 10.851 1489 1490 1495 rVB 127569 88989 1.49% 0.163%
20 11.316 1566 1569 1573 rVB2 81111 90988 1.52% 0.167%

21 11.410 1581 1585 1587 rBV 2190555 1823237 30.45% 3.338%
22 11.433 1587 1589 1592 rVvV 317051 242015 4.04% 0.443%
23 11.480 1592 1597 1600 rVB 75605 83903 1.40% 0.154%
24 11.939 1671 1675 1679 rVB 297410 268766 4._.49% 0.492%
25 12.022 1685 1689 1691 rBV2 87189 102784 1.72% 0.188%

26 12.504 1768 1771 1775 rVB4 62855 78492 1.31% 0.144%
27 12.616 1787 1790 1794 rBV 476138 441866 7.38% 0.809%
28 12.669 1796 1799 1804 rVB2 107308 112376 1.88% 0.206%
29 12.716 1805 1807 1810 rBV3 61162 67202 1.12% 0.123%
30 12.845 1824 1829 1832 rBV 405211 371528 6.20% 0.680%

31 12.992 1850 1854 1858 rVB 4922517 4861929 81.20% 8.902%
32 13.233 1892 1895 1899 rBV2 76161 88028 1.47% 0.161%
33 13.274 1899 1902 1905 rBV2 56435 64914 1.08% 0.119%
34 13.886 2003 2006 2014 rVB3 227220 304234 5.08% 0.557%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121918\
Data File : BF111604.D
Aca On : 19 Dec 2018 21:43 Instrument :
Operator : JU/SJ gﬁA{s el

- _ lentosampleld :
3?22'6 : J6464-01 290-RT4008-RBR251686
ALS Vial : 8 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

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.039 2027 2032 2035 rBV 1527822 1584217 26.46% 2.901%

36 14.063 2035 2036 2043 rVB 179738 169021 2.82% 0.309%
37 14.216 2059 2062 2065 rVB2 95337 97247 1.62% 0.178%
38 14.521 2111 2114 2118 rBV 144934 120936 2.02% 0.221%
39 14.833 2164 2167 2175 rVB 135073 187955 3.14% 0.344%
40 15.080 2205 2209 2212 rBVY 199548 295660 4.94% 0.541%

41 15.180 2222 2226 2233 rVB2 153927 241474 4._.03% 0.442%
42 15.386 2258 2261 2267 rVB 147719 173944 2.90% 0.319%
43 15.445 2268 2271 2277 rVV 141266 182697 3.05% 0.335%
44 15.515 2278 2283 2287 rVV 1066538 1335089 22.30% 2.445%
45 15.563 2289 2291 2296 rVB 129779 160841 2.69% 0.295%

46 16.010 2363 2367 2371 rBVY 92125 127400 2.13% 0.233%
47 16.527 2452 2455 2460 rVB2 51273 70994 1.19% 0.130%

48 16.980 2529 2532 2540 rVB2 75611 144153 2.41% 0.264%
49 17.427 2603 2608 2615 rVB2 49797 108135 1.81% 0.198%

Sum of corrected areas: 54613381
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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:\SVOASRV\HPCHEMI\BNA F\DATA\BF121918\

BF111604.D

19 Dec 2018 21:43

JussJ

J6464-01

8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

290-RT4008-RBR251686

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF111604.D

5.52

5.12

66

6.55

7.05

6.89

7.45

OF—==

Time-->

T
5.00

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BF111604.D

10.72

11.41

9.93
8.17

12.99

Time-->

11.00 11.50

10.00 10.50

12.00

12.50

13.00

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

0

13.894,. 14.52  14.83 150818135
o Of1 22 14.83 3598.56 16.01 16.53 16.98 17.43

TIC: BF111604.D

14.04
15.52

Time-->

1
13.50

16.50

I
17.00 17.50

14.00 14.50

15.00

15.50 16.00

T
18.00

18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121918\
Data File : BF111604.D

Aca On : 19 Dec 2018 21:43

Operator : JU/SJ

Sample : J6464-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.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 7

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

2.22 2.82 ng 170410 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 38
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 23 (2.222 min): BF111604.D (-20) (-) m/z 73.05 100.00%
73.0
5000 431
: 55.0 870
| ‘ 2.20 2.30 2.40 2.50 2.60
O e e e e | M/z 43,10 34.78%
m/z--> 10 20 30 40 50 60 70 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
74.0
5000 U IURAN AU UG LRSS
43.0 2.20 2.30 2.40 2.50 2.60
550 87.0 m/z 55.05 29.02%
29.0
0 1] AN .
HLUN SRR SR SRR LU UL SURLLEL UL S SR S
m/z--> 10 30 40 50 60 70 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73.0
41.0 550 87.0 2.20 2.30 2.40 2.50 2.60
5000 ' m/z 87.05 23.44%
29.0
15\'0 ‘ ‘ | ‘ | ‘ L ‘ N \H | , 97.0
e S S L S S L S SR LI S S
m/z--> 10 30 40 50 60 70 80 90 100
Abundance #7506: 2-Methyl-5-hexen-3-ol
73.0 2.20 2.30 2.40 2.50 2.60
55.0 m/z 41.00 15.50%
43.0
5000
27 ° J\’/\\/\/\AM/
15.0 w‘ “ 81.0
0"|"”|"'w'"'w'"|”"|'”'|"”|"'w""w" U IV IUNURE UG UL AR
m/z--> 10 70 90 100 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF121918\

Data File : BF111604.D

Aca On : 19 Dec 2018 21:43

Operator : JU/SJ

3?22 le J6464-01 90-RT4008-RBR251686
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 3

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

5.12 5.80 ng 350440 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 12
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 2-Pentanone 86 C5H100 000107-87-9 10

Abundance Scan 516 (5.122 min): BF111604.D (-511) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1
| 830 | 480 500 520 5.40
o) SRSV NS 1| RSB A m/z 59.05 52.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L LR UL AR
59.0 480 500 520 540
0
150 4, 1010 m/z 101.10 17.16%
' 83.0
0 1| N . .
R I AN RS UL AL I IR UL RIS SRR LRSS RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
480 500 520 540
5000 41.0 m/z 58.00 14 _.78%
o | T A Y 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime I B L R
43.0 480 500 520 5.40
m/z 41.05 9.18%
5000
101.0
oL 150 310 | 80690 860
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF121918\

Data File : BF111604.D

Aca On : 19 Dec 2018 21:43

Operator : JU/SJ

3?22 le J6464-01 90-RT4008-RBR251686
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 unknown6.66 Concentration Rank 1

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

6.66 92.70 ng 5598320 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 777 (6.657 min): BF111604.D (-773) (-) m/z 132.00 100.00%
132.0
5000 68.1
401 541 sl J 640 6.60 680 7.00
0 A0 e m/z 68.10 46.09%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 A
5000 U R AR R
6.40 6.60 6.80 7.00
310 510 m/z 134.00 32.09%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
640 6.60 680 7.00
5000 m/z 66.10 30.62%
0 "'M .-?ﬁp-lw7%?-ﬁ8§9--u J“" [rr T T
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R L R A
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.05 18.91%
74.0
5000 98.0 116.0
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| B e AR
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF121918\

Data File : BF111604.D

Aca On : 19 Dec 2018 21:43

Operator : JU/SJ

ﬁ?ggle : J6464-01 90-RT4008-RBR251686
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Anthracene, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.94 2.95 ng 268766 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 2-methvl- 192 C15H12 000613-12-7 89
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
3 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 76
4 Anthracene. 1-methvl- 192 C15H12 000610-48-0 74
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 72

Abundance Scan 1675 (11.939 min): BF111604D(1671)() m/z 73.00 100.00%

1160 11.80 12.00 12.20
0f m/z 43.10 97.32%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54734: Anthracene, 2-methyl-
192.0

5000 Dl
1160 11.80 12.00 12.20

m/z 60.00 92 .98%

96.0 165.0
o 63.0 115.0 139.0
1 T TTTT TTrTT I TTTT I TT
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid

43.1 73.0 192
5000 129.1

43.0 73.0
11. 60 11. 80 12. 00 12.20
5000 256.0 m/z 192.10 89.56%
129.0
97.0 1570 1850 230
ol u‘ 10 PTI N l cPO Y
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #54749: Phenanthrene, 2-methy!l- P T A
192.0 11. 60 11. 80 12. OO 12. 20

m/z 41.10 84 .23%

o A/\A}\FJL/\V\/VV\
165.0

390 630 901150 139.0 " |

e N -

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF121918\

Data File : BF111604.D

Aca On : 19 Dec 2018 21:43

Operator : JU/SJ

ﬁ?ggle : J6464-01 90-RT4008-RBR251686
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Bromoacetic acid, octadecyl... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.89 3.84 ng 304234 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 90
2 1-Heneicosanol 312 C21H440 015594-90-8 87
3 1l-Heptacosanol 396 C27H560 002004-39-9 87
4 n-Tetracosanol-1 354 C24H500 000506-51-4 87
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 81
Abundance Scan 2007 (13.892 min): BF111604.D (-2003) (-) m/z 57.10 100.00%
57.1
5000
13,60 13.80 14.00 14.20
o} m/z 43.10 97 .02%
m/z--> 50 100 150 200 250 300 350
Abundance #207396: Bromoacetic acid, octadecyl ester
43.0
83.0
5000 LI IS B S B
11.0 13.60 13.80 14.00 14.20
m/z 55.10 90.66%
o ,153 01820 2500 5979
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
580 oo g
13.60 13.80 14.00 14.20
5000 m/z 83.05 83.32%
Ll o
ol 2elof B IL LA 4 71680 2100 26602950
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol I EAmEmEEE RS
57.0 (97.0 13.60 13.80 14.00 14.20
m/z 69.10 66 .69%
h %‘JLMAAW
39.0
ZmJ‘JHykhﬁwomwmmzmmwommww
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF121918\

Data File : BF111604.D

Aca On : 19 Dec 2018 21:43

Operator : JU/SJ

ﬁ?ggle : J6464-01 90-RT4008-RBR251686
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 7 Tetracosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .83 2.82 ng 187955 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 86
2 Pentacosane 352 C25H52 000629-99-2 86
3 Heneicosane 296 C21H44 000629-94-7 86
4 Heptacosane 380 C27H56 000593-49-7 83
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 80
Abundance Scan 2166 (14.827 min): BF111604.D (-2164) (-) m/z 57.10 100.00%
57.1
5000 85.0

113.1 14.60 14.80 15.00 15.20
l 140 1 169 1196 0 2451 286.2 3234 355.2
O——y .'l. I‘ 'l I e S F s m/z 71.10 63.27%

m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
571.0
5000 LA L L L L L L L LB
85.0 14.60 14.80 15.00 15.20
29.0 m/z 43.10 62.17%
oL L | | | H130141.0160.0197.0225.0253.0281.0300.0 338.0
e e B e e e L B B
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57.0
L B
14.60 14.80 15.00 15.20
5000 85.0 m/z 85.05 37.28%
113.0
ol 229 [y []M01690 211.0239.0267.0295.0323,0352.0
e B i B A B e i
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane R maEE S S
57.0 14.60 14.80 15.00 15.20
m/z 55.10 26.45%
85.0
5000
29.0 113.0
oL Ly || M410169.0197.0225.02530 2960
— T T T e T L B
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15. 00 15 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121918\
Data File : BF111604.D

Aca On : 19 Dec 2018 21:43

Operator : JU/SJ

Sample : J6464-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.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 8 Heneicosane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.18 3.62 ng 241474 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Eicosane 282 C20H42 000112-95-8 96
3 Hexadecane 226 C16H34 000544-76-3 94
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
5 Octacosane 394 C28H58 000630-02-4 87

Abundance Scan 2226 (15.180 min): BF111604.D (-2222) (-) m/z 57.10 100.00%
51.1
5000 85.1
224 14,80 15.00 15.20 1540
Lia, 2 183.1 224.1 : : y ; :
I ,l.,.l 1 v 2R ) 282 S92 Lo 43,10 67.94%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
5000 A SRR DR DU R
14. 80 15. 00 15.20 15.40
m/z 71.10 64.81%
29'0| 11301410
oL 1.|I 169.0197.02250253,0 _ 296.0
m/z--> éo 100 150 260 250 300 3%0
Abundance #129492: Eicosane
57.0
14,80 15.00 15.20 1540
5000 m/z 85.10 44 .16%
85.0
29.0
o |0l 2%30141.0160.0197.0225.0253.0 282.0
m/z--> éo 160 150 260 250 360 3%0
Abundance #83025: Hexadecane O o S,
57.0 14.80 15.00 15.20 15.40
m/z 55.10 30.58%
5000
85.0
29.0
o Lo ‘ 113.0141.0169.0197.0 226.0
m/z--> 5'0 1(')0 150 2(')0 251;0 3(')0 3&1,0 14. 80 15. 00 15 20 15'40 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF121918\

Data File : BF111604.D

Aca On : 19 Dec 2018 21:43

Operator : JU/SJ

3?22 le J6464-01 90-RT4008-RBR251686
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Benzo[e]pyrene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

15.39 2.61 ng 173944 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 95
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 95
3 Benzolalpvrene 252 C20H12 000050-32-8 95
4 Pervlene 252 C20H12 000198-55-0 90
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 90

Abundance Scan 2262 (15.392 min): BF111604.D (-2258) (-) m/z 252.10 100.00%

25%.1
5000

125.0 15.00 15.20 15.40 15.60 15.80
41.0 ] 158.1 190.1 224.1 ) 365.4 : : : : :
ALl 810 3021 R m/z 250.10  28.85%
miz--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
250.0
5000

15.00 15.20 15.40 15.60 15.80
m/z 253.10 27.80%

125.0
63.0 99.0, | 174.0 224.0

r-—r 1+
m/z--> 50 100 150 200 250 300 350
Abundance #104229: Benz[e]acephenanthrylene
252.0
T N R e s i
15.00 15.20 15.40 15.60 15.80
5000 m/z 125.00 11.66%
126.0
o 63.0 99.0) H‘ 1740 2240 JH
— e
m/z--> 50 100 150 200 250 300 350
Abundance #104218: Benzo[a]pyrene B B E e e
252.0 15.00 15.20 15.40 15.60 15.80
m/z 126.05 9.84%
5000
126.0
o 63.0 99.0, | 1740 2240 ‘
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60 15.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF121918\

Data File : BF111604.D

Acq On : 19 Dec 2018 21:43

Operator : JU/SJ

3?22 le - J6464-01 200-RT4008-RBR251686
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121918_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]
Butane, 2-methoxy... 2.22 2.8 ng 170410 1 6.89 1207790 20.0
2-Pentanone, 4-hy... 5.12 5.8 ng 350440 1 6.89 1207790 20.0
unknown6 .66 6.66 92.7 ng 5598320 1 6.89 1207790 20.0
Anthracene, 2-met... 11.94 3.0 ng 268766 4 11.41 1823240 20.0
Bromoacetic acid,... 13.89 3.8 ng 304234 5 14.04 1584220 20.0
Tetracosane 14.83 2.8 ng 187955 6 15.52 1335090 20.0
Heneicosane 15.18 3.6 ng 241474 6 15.52 1335090 20.0
Benzo[e]pyrene 15.39 2.6 ng 173944 6 15.52 1335090 20.0
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