LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF112619\

Data File : BF118006.D

Aca On : 26 Nov 2019 14:49 Instrument :
Operator : JU BNA_F

Sample - K5999-03 ClientSampleld :
Misc - IDLEWILD-BH-03A
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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF111319.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 2.175 9 15 20 rvB 638390 846952 36.24% 3.045%
2 5.104 508 513 523 rVB 395221 487060 20.84% 1.751%
3 5.510 577 582 585 rBVY 2464931 2337280 100.00% 8.403%
4 6.522 749 754 766 rVB 2354704 2213536 94.71% 7.958%
5 6.663 774 778 781 rBVY 2704045 2321858 99.34% 8.347%
6 6.893 813 817 820 rBV 987506 751962 32.17% 2.703%
7 7.051 840 844 847 rBVY 2568980 2087386 89.31% 7 .505%
8 7.457 908 913 916 rBVY 1736155 1553807 66.48% 5.586%
9 8.181 1032 1036 1039 rBV 1409538 1049608 44.91% 3.774%
10 9.257 1215 1219 1222 rBVY 2743050 2330717 99.72% 8.379%
11 9.498 1256 1260 1262 rBV 56126 49406 2.11% 0.178%

12 9.598 1274 1277 1280 rBV 504011 384392 16.45% 1.382%
13 9.651 1282 1286 1290 rVB 359008 280344 11.99% 1.008%
14 9.775 1305 1307 1309 rBV 38228 31611 1.35% 0.114%
15 9.804 1309 1312 1314 rVB2 54431 50479 2.16% 0.181%

16 9.945 1329 1336 1338 rBV 1076259 1072448 45.88% 3.856%
17 9.963 1338 1339 1341 rVB 532587 244160 10.45% 0.878%

18 10.569 1438 1442 1445 rBV 58199 56406 2.41% 0.203%
19 10.692 1458 1463 1464 rBV2 36408 28594 1.22% 0.103%
20 10.733 1464 1470 1477 rVB2 1447347 1692543 72.42% 6.085%
21 10.933 1499 1504 1510 rBVS 21492 35822 1.53% 0.129%
22 11.198 1546 1549 1553 rVB 66138 54744 2.34% 0.197%
23 11.375 1576 1579 1583 rBv4 28650 35484 1.52% 0.128%

24 11.433 1586 1589 1592 rVvVv 850337 800145 34.23% 2.877%
25 11.457 1592 1593 1599 rVvVv 147564 123266 5.27% 0.443%

26 11.510 1599 1602 1604 rVV 55661 44509 1.90% 0.160%
27 11.733 1636 1640 1641 rBV3 27720 38094 1.63% 0.137%
28 11.922 1670 1672 1674 rBV3 41655 41326 1.77% 0.149%
29 11.957 1675 1678 1683 rVV2 424218 451425 19.31% 1.623%
30 12.051 1692 1694 1696 rBV2 51404 53259 2.28% 0.191%
31 12.233 1723 1725 1727 rBV 36800 29504 1.26% 0.106%
32 12.657 1794 1797 1800 rBV 458386 421481 18.03% 1.515%
33 12.686 1800 1802 1804 rVB2 86165 79441 3.40% 0.286%

34 12.751 1810 1813 1817 rBV 190583 209425 8.96% 0.753%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112619\
Data File : BF118006.D

Aca On : 26 Nov 2019 14:49

Operator :© JU

Sample = K5999-03

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

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF111319.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.886 1833 1836 1841 rVB 420877 388908 16.64% 1.398%

36 13.027 1856 1860 1863 rBV 2527572 2136210 91.40% 7.680%
37 13.216 1889 1892 1894 rBV 107901 129107 5.52% 0.464%
38 13.945 2012 2016 2021 rBvV4 176916 346001 14.80% 1.244%
39 14.063 2033 2036 2037 rBV 266142 234353 10.03% 0.843%
40 14.092 2037 2041 2043 rVvv2 935113 1132186 48.44% 4_.070%

41 14.116 2043 2045 2047 rVB 235737 171148 7.32% 0.615%
42 15.151 2218 2221 2228 rVB 254405 434384 18.59% 1.562%
43 15.598 2294 2297 2300 rBVY 457628 554265 23.71% 1.993%

Sum of corrected areas: 27815036
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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\BF112619\

BF118006.D

26 Nov 2019 14:49

Ju

K5999-03

9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

2.18
500000

TIC: BF118006.D

6.66

7.05
5.51

6.52

7.46

6.89

5.10

OF ===
Time-->

4.50 5.00

5.50

Abundance

2500000

2000000

1500000

1000000

500000

0

TIC: BF118006.D

8. 18 10. 73

9.95
11.43

.96

9.60

13.22
W"

Time-->

12.50 13.00

10.50

11.00

12.00

.65
.L~. QI}SA NB/0

9.50 10.00 11.50

Abundance

2500000

2000000

1500000

1000000

500000

0

TIC: BF118006.D

14.09

Time-->

1
13.50

T
18.00 18.50

16.00 16.50

I
17.00 17.50

14.00

14.50 15.00

15.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112619\
Data File : BF118006.D

Aca On : 26 Nov 2019 14:49

Operator :© JU

Sample = K5999-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.18 22.53 ng 846952 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 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 17
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 16 (2.181 min): BF118006.D (-9) (-) m/z 73.00 100.00%
73.0
5000
43.0
55.0 87.1

220 230 240 2.50 2.60
BN S S PR N ——— Y 22 1, ST VW -1

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0
5000

430 50 2.20 2.30 2.40 2.50 2.60
‘ 87.0 m/z 87.10 26.78%
27.0
I'"l!lll""ll|"|"l""I""Il'!"l""I"'l'oll'.p"I""I""I""
m/z--> 20 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 UL IS A AR R MR
2.20 2.30 2.40 2.50 2.60
5000 41.0 550 m/z 54.95 23.84%
29.0
.....M‘...J:LL. u.lﬂ....w.l.....: Sr0 1120 1200
mz-> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #4436: Pentane, 3-methoxy-

73.0 2.20 2.30 2.40 2.50 2.60
m/z 71.10 10.95%

5000
45.0
29.0
N ‘\ 55.0 101.0

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 240 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112619\
Data File : BF118006.D

Aca On : 26 Nov 2019 14:49

Operator :© JU

Sample = K5999-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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.

5.10 12.95 ng 487060 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 72
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 23
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 512 (5.098 min): BF118006.D (-508) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 HRDE RS L UL
| 83.0 | 480 5.00 5.20 5.40
S 1 M S S S m/z 59.00 60.88%
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 A L RN I
59.0 480 500 520 5.40
0
150 41, 1010 m/z 101.00 21.79%
R . 83.0 .
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
480 500 520 540
5000 m/z 58.00 16.03%
41.0
"WH'WHJHM'“A“WH¢W“'J%QW§QRH'WM'W“'WH'W“'W“'W
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 R
59.0 4.80 5.00 5.20 5.40
m/z 41.00 8.85%
5000 41.0
e e T30 1260 1ap0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112619\
Data File : BF118006.D

Aca On : 26 Nov 2019 14:49

Operator :© JU

Sample = K5999-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 61.75 ng 2321860 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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 777 (6.657 min): BF118006.D (-774) (-) m/z 131.95 100.00%
131.9
5000 68.0
96.0 U R R R
40.0 540 6.40 6.60 6.80 7.00
82.0 N — m/z 68.00 40.42%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 U I R I

6.40 6.60 6.80 7.00
m/z 134.00 31.70%

31.0 510
B Y R W S | I |
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
R R mma s s
74.0 6.40 6.60 6.80 7.00
5000 ggo 1160 m/z 66.00 27.00%
SN A RNER T Y S -
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R L A
132.0 6.40 6.60 6.80 7.00
m/z 69.00 17.42%
5000 67.0
41.0 97.0
‘ ‘ 117.0
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\HPCHEMI\BNA F\DATA\BF112619\
Data File : BF118006.D

Aca On : 26 Nov 2019 14:49

Operator :© JU

Sample = K5999-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Caryophyllene Concentration Rank 6

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

9.60 7.17 ng 384392 Acenaphthene-d10 9.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Carvophvllene 204 C15H24 000087-44-5 99
2 Bicvclol5.2.01nonane. 2-methvlen... 204 C15H24 242794-76-9 93
3 Bicvclol7.2.0lundec-4-ene. 4.11.... 204 C15H24 013877-93-5 91
4 Bicvclol7.2.0lundec-4-ene. 4.11.... 204 C15H24 000118-65-0 91
5 Cyclohexane, 1,5-diethenyl-3-met... 162 C12H18 074742-35-1 60

Abundance Scan 1277 (9.598 min): BF118006.D (-1274) (-) m/z 93.00 100.00%

5000

3

9.20 9.40 9.60 9.80 10.00
m/z 90.95 90.70%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64272: Caryophyllene
93.0 133.0
41.0 69.0

=

5000
9.20 9.40 9.60 9.80 10.00

m/z 41.00 90.27%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64421: Bicyclo[5.2.0]nonane, 2-methylene-4,8,8-trimethyl-...
93.0
133.0
9.20 9.40 9.60 9.80 10.00
5000 410 690 m/z 133.10 76.50%
161.0
e T
m/z--> 20 40 60 80 100 1 140 160 180 200
Abundance #64416: Bicyclo[7.2.0]undec-4-ene, 4,11,11-trimethyl-8-met...
41.0 69.0 93.0 9.20 9.40 9.60 9.80 10.00
133.0 m/z 69.00 75.39%
5000 161.0
L] H |
ST
m/z--> 20 40 60 80 140 160 180 200 9.20 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112619\
Data File : BF118006.D

Aca On : 26 Nov 2019 14:49

Operator :© JU

Sample = K5999-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.96 11.28 ng 451425 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Tetradecanoic acid 228 C14H2802 000544-63-8 94
4 Pentadecanoic acid 242 C15H3002 001002-84-2 91
5 Dodecanoic acid 200 C12H2402 000143-07-7 76

Abundance Scan 1679 (11.963 min): BF118006.D (-1675) (-) m/z 72.95 100.00%

73.0
43.0

5000 129.0

213.1

j —

11.60 11.80 12.00 12.20
m/z 60.00 81.80%

157.1 185.1 256.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid

(o]
e
o

5000 129.0 R
J‘“%O 11.60 11.80 12.00 12.20

256.0 m/z 43.00 81.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

157.0 1g50 213.0

-

Abundance #72647: Tridecanoic acid
73.0
R REEEEE S e
43.0 11.60 11.80 12.00 12.20
5000 129.0 m/z 55.00 66.44%
171.0
i LA

Il‘l H\ H‘\‘ h ‘ H“ m‘l “l 1 ol ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid T e S A
73.0 11.60 11.80 12.00 12.20

m/z 57.00 64 .59%

%

43.0
5000 129.0

185.0 228.0
97.0

l J\ M\ Iyl  157.0 ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 60 11. 80 12. 00 12 20

%
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112619\
Data File : BF118006.D

Aca On : 26 Nov 2019 14:49

Operator :© JU

Sample = K5999-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

12.75 5.23 ng 209425 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 78
3 Tetradecanoic acid 228 C14H2802 000544-63-8 49
4 Undecanoic acid 186 C11H2202 000112-37-8 46
5 Dodecanoic acid 200 C12H2402 000143-07-7 45

Abundance Scan 1813 (12.751 min): BF118006.D (-1810) (-) m/z 73.00 100.00%

43.0 73.0 202.0

5000

:

12.40 12.60 12.80 13.00
m/z 43.00 86.81%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131262: Octadecanoic acid
73.0

Iy

5000

12.40 12.60 12.80 13.00
m/z 202.00 85.01%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95855: Pentadecanoic acid
43.0 73.0

12.40 12.60 12.80 13.00
5000 129.0 m/z 55.00 75.24%

%

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

Abundance #84455; Tetradecanoic acid R B .

73.0 12.40 12.60 12.80 13.00
m/z 60.00 75.13%

so00,  *3° 129.0
185.0
97.0 228.0
g ) s7e

L e SRS et T T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 40 12. 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112619\
Data File : BF118006.D

Aca On : 26 Nov 2019 14:49

Operator :© JU

Sample = K5999-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 11H-Benzo[b]fluorene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.22 2.28 ng 129107 Chrysene-di12 14.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolbl1fluorene 216 C17H12 000243-17-4 90
2 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 89
3 Pvrene. l-methvl- 216 C17H12 002381-21-7 87
4 Pvrene. 2-methvl- 216 C17H12 003442-78-2 81
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 76

Abundance Scan 1893 (13.222 min): BF118006 D (-1889) (-) m/z 216.10 100.00%

5000
55.0
81.0 109.0 137 1163.1

322.2 13.00 13.20 13.40 13.60
m/z 215.00 63.77%

246.2273.2

m/z--> 50 100 150 200 250 300
Abundance #74418: 11H-Benzo[b]fluorene
216.0
5000 LA L L L L L LB

13.00 13.20 13.40 13.60
m/z 55.00 31.36%

107.0
5M)mol¢1nmmmwﬂ

m/z--> 50 100 150 200 250 300
Abundance #74425: Fluoranthene, 2-methyl-
216.0
R R R AR
13.00 13.20 13.40 13.60
5000 m/z 79.00 28.41%

108.0
300 740 | 134016301890

m/z--> 50 100 150 200 250 300
Abundance #74411: Pyrene, 1-methyl- T EREE e
216.0 13.00 13.20 13.40 13.60
m/z 81.00 26 .96%
5000
95.0 189.0
270 630 J 1220 1630 | |
e S I
m/z--> 50 100 150 200 250 300 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112619\
Data File : BF118006.D

Aca On : 26 Nov 2019 14:49

Operator :© JU

Sample = K5999-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Hexadecane-1,2-diol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.95 6.11 ng 346001 Chrysene-di12 14.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane-1.2-diol 258 C16H3402 006920-24-7 74
2 17-Pentatriacontene 491 C35H70 006971-40-0 62
3 n-Tetracosanol-1 354 C24H500 000506-51-4 60
4 Behenic alcohol 326 C22H460 000661-19-8 60
5 1-Hexadecanol 242 C16H340 036653-82-4 55

Abundance Scan 2017 (13.951 min): BF118006.D (-2012) (-) m/z 83.00 100.00%

83.0

5000

13.60 13.80 14.00 14.20
m/z 55.00 92.00%

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #109266: Hexadecane-1,2-diol
83.0
43.¢
5000 |||||||||||||||||||
227.0 13.60 13.80 14.00 14.20
J 25.0 m/z 69.00 88.19%
. ,.| ..l,..l.l.l‘??-?. N ——
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #234186: 17-Pentatriacontene
57.0
97.0 e —
13.60 13.80 14.00 14.20
5000 m/z 97.10 84 .38%
39.0 181 0
15.d ‘ | § 4 ) 4 1810 223.0 267.0306.0 348.0 390.0 434.0 490.0
L e L RS e R S
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #186968: n-Tetracosanol-1 B B .
57.0 97.0 13.60 13.80 14.00 14.20
m/z 43.05 76.37%
5000
39.0
19.0. \ ij 7 181.0222.0 264.0 308.0
LI B i o o o e L BRI e o o e e e R e A EEERE
m/z--> 0 50 100 150 200 250 300 350 400 450 13 60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF112619\
Data File : BF118006.D

Acq On : 26 Nov 2019 14:49

Operator : JU

Sample - K5999-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319_.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... 2.18 22.5 ng 846952 1 6.89 751962 20.0
2-Pentanone, 4-hy... 5.10 12.9 ng 487060 1 6.89 751962 20.0
unknown6 .66 6.66 61.8 ng 2321860 1 6.89 751962 20.0
Caryophyllene 9.60 7.2 ng 384392 3 9.95 1072450 20.0
n-Hexadecanoic acid 11.96 11.3 ng 451425 4 11.43 800145 20.0
Octadecanoic acid 12.75 5.2 ng 209425 4 11.43 800145 20.0
11H-Benzo[b]fluorene 13.22 2.3 ng 129107 5 14.09 1132190 20.0
Hexadecane-1,2-diol 13.95 6.1 ng 346001 5 14.09 1132190 20.0
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