LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110819\
Data File : BF117733.D

Aca On : 8 Nov 2019 16:16

Operator :© JU

Sample : K5722-13

Misc :

ALS Vial : 6 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-BF110619.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 2.228 17 24 30 rvB 1205109 1521069 19.69% 1.765%
2 5.145 515 520 528 rVB 1182978 1349807 17.47% 1.566%
3 5.540 582 587 590 rBY 5815788 5861704 75.88% 6.800%
4 6.545 752 758 761 rBVY 6183195 6255086 80.97% 7.256%
5 6.692 779 783 787 rBVY 6354377 6394824 82.78% 7.418%
6 6.928 819 823 826 rBVY 2672234 2089476 27 .05% 2.424%
7 7.087 846 850 853 rVB 5974011 5045537 65.31% 5.853%
8 7.487 913 918 921 rBV 4428977 4002993 51.82% 4.644%
9 8.216 1036 1042 1045 rBV 3332289 2832713 36.67% 3.286%
10 9.292 1220 1225 1228 rBV 8542861 7724944 100.00% 8.961%

11 9.680 1289 1291 1296 rVB 297985 255552 3.31% 0.296%
12 9.833 1314 1317 1321 rBV 131362 109064 1.41% 0.127%
13 9.975 1334 1341 1344 rBV 3944235 3418429 44 ._.25% 3.966%
14 10.004 1344 1346 1350 rVB 147523 136963 1.77% 0.159%
15 10.175 1372 1375 1379 rVB2 91563 102266 1.32% 0.119%

16 10.522 1431 1434 1440 rBV2 143001 167335 2.17% 0.194%
17 10.763 1471 1475 1479 rBV 5167623 5204562 67.37% 6.038%
18 10.892 1493 1497 1501 rBV3 146886 218965 2.83% 0.254%
19 11.104 1530 1533 1535 rBV2 88414 115548 1.50% 0.134%
20 11.269 1559 1561 1564 rBV 143793 120682 1.56% 0.140%

21 11.363 1575 1577 1579 rBV 147917 103882 1.34% 0.121%
22 11.469 1591 1595 1597 rBV 3923333 3438165 44.51% 3.989%
23 11.492 1597 1599 1602 rVV 2254537 1625625 21.04% 1.886%
24 11.539 1605 1607 1610 rVvVv 251439 229253 2.97% 0.266%
25 11.698 1631 1634 1637 rBV2 303688 343633 4._.45% 0.399%

26 11.969 1678 1680 1682 rBV 398409 376710 4._.88% 0.437%
27 11.998 1682 1685 1688 rVB 1519141 1291340 16.72% 1.498%
28 12.080 1697 1699 1702 rBV2 430425 425787 5.51% 0.494%
29 12.686 1799 1802 1808 rVB 2621769 2250211 29.13% 2.610%
30 12.916 1839 1841 1846 rVB 1988836 1887636 24.44% 2.190%

31 13.063 1862 1866 1869 rBV 6836570 6596886 85.40% 7.653%
32 13.957 2015 2018 2030 rVB2 1365052 1667936 21.59% 1.935%
33 14.115 2040 2045 2048 rBV2 2703862 3513120 45.48% 4_075%
34 14.145 2048 2050 2058 rVB 1040923 949091 12.29% 1.101%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110819\
Data File : BF117733.D

Aca On : 8 Nov 2019 16:16

Operator :© JU

Sample : K5722-13

Misc :

ALS Vial : 6 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-BF110619.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.586 2123 2125 2130 rVB3 349915 429830 5.56% 0.499%

36 14.904 2177 2179 2184 rVB 371235 357450 4.63% 0.415%
37 14.986 2190 2193 2197 rBV 635501 653140 8.45% 0.758%
38 15.174 2221 2225 2229 rBV2 668054 1112091 14.40% 1.290%
39 15.262 2237 2240 2243 rBV 325534 351489 4 _55% 0.408%
40 15.492 2276 2279 2285 rVB 436584 516938 6.69% 0.600%

41 15.557 2286 2290 2294 rVV 379650 466277 6.04% 0.541%
42 15.621 2297 2301 2305 rVV 1711761 2274136 29.44% 2.638%
43 15.662 2305 2308 2315 rVB3 460663 641817 8.31% 0.745%
44 16.121 2382 2386 2392 rBVY 328178 520913 6.74% 0.604%
45 16.662 2473 2478 2482 rBV2 187766 345407 4_47% 0.401%

46 17.145 2555 2560 2568 rVvB2 203734 418612 5.42% 0.486%
47 17.292 2581 2585 2591 rBV3 74680 148280 1.92% 0.172%
48 17.604 2634 2638 2647 rVB2 164688 338668 4._.38% 0.393%

Sum of corrected areas: 86201842
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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\BF110819\

BF117733.D
8 Nov 2019 16:16
Ju
K5722-13
6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: BF117733.D
8000000
6.55-69
6000000 5.54 7.09
7.49
4000000
6.93
2000000
2.23 5.15
L e T A L o e o
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF117733.D
13.06
9.29
8000000
6000000
10.76 12.69
4000000 9.97
8.22 hﬁ\fNJM
2000000
9.68 83() 000.17 10.52
O i D S | M e s s —————————————————— ——
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF117733.D
8000000
6000000
14.12
4000000
13.96
14.14
2000000 14.59 %ﬁ{ivjxjkaan\
5.26 15.4 %% 66
16.12 16.66 17,447 9 1760
o ————————————— ——— ———————— —————————————
Time--> Bm 14.00 mm mm mm mm mm ﬂm ﬂm mm 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110819\
Data File : BF117733.D

Aca On : 8 Nov 2019 16:16

Operator :© JU

Sample : K5722-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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.

2.23 14.56 ng 1521070 1,4-Dichlorobenzene-d4 6.93
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 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 10

Abundance Scan 24 (2.228 min): BF117733.D (-17) (-) m/z 73.00 100.00%
7B
5000 43
55 87
37 61 67 2.20 2.30 2.40 2.50 2.60
Obr et e e, e M/Z 43.00  38.24%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 55.00 25.71%
o ?9 35 1] | 67 ||, 80
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87
2.20 2.30 2.40 2.50 2.60
5000 a1 55 m/z 87.10 25.15%
| :
ok 1l MLW U etl o | o7 12 1z
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73 2.20 2.30 2.40 2.50 2.60
m/z 41.00 12.23%
5000 43
58
0'I”Hm“”'ﬂl”l”'W'”'P*”I”'W'”'P'”I”'W'”'P'”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110819\
Data File : BF117733.D

Aca On : 8 Nov 2019 16:16

Operator :© JU

Sample : K5722-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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.

5.15 12.92 ng 1349810 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 521 (5.151 min): BF117733.D (-515) (-) m/z 43.00 100.00%
43
59
5000
T T 5ho 50 a0
ObrrrrrrrrrrreriierStal 69 88 | 77 8900 55.18%
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
5000 L UL UL IR LI
59 480 500 520 540
m/z 101.00 20.77%
15 31 101
| ol 91 .| 83 ,
) R S SR AN AR AR RAREA RARAN AARAN AARA SALRS SRS RARRY
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
480 500 520 540
5000 M m/z 58.00 16.65%
68
Il s0_l] 126 142
R R R SRR AN ARAR ARARA RARRA RAAN LARAN LA RALRS SRS RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime B
43 4.80 5.00 5.20 5.40
m/z 41.00 8.32%
5000
101
15 31 % 60 86
R A R SR RN ARAR RRARA RARSA RARAN AARAN LALA RALRS RS RARRY IBENALRE AR R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110819\
Data File : BF117733.D

Aca On : 8 Nov 2019 16:16

Operator :© JU

Sample : K5722-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 unknown6.69 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
" 6.69 61.21ng 6394820  1,4-Dichlorobenzene-d4 6.93
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 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 12
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

5 Bicyclo[4.2.0]Jocta-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 783 (6.692 min): BF117733.D (-779) (-) m/z 132.00 100.00%
5000 68
% T e
40 gy J 6.40 6.60 6.80 7.00
7 5
o |.7:',?.7.!,]1P.?1.5,..-.,....,....,.... m/z 68.00 41.13%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 LA L L L L L LB LB
6.40 6.60 6.80 7.00
0
31 51 78 m/z 134.00 34 .25%
0 e
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
T e e
74 6.40 6.60 6.80 7.00
5000 gg 116 m/z 65.95 27.66%
SIS W I T N N
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal A e
132 6.40 6.60 6.80 7.00
m/z 69.05 17.20%
5000 67
41 53 97 117
| Do
ol i 0 208 |
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\BF110819\
Data File : BF117733.D

Aca On : 8 Nov 2019 16:16

Operator :© JU

Sample : K5722-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 15
R.T. EstConc Area Relative to ISTD R.T.
11.97 2.19 ng 376710 Phenanthrene-d10 11.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 2-methvl- 192 C15H12 000613-12-7 95
2 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 93
3 Phenanthrene. l1l-methvl- 192 C15H12 000832-69-9 93
4 1H-Indene. 2-phenvl- 192 C15H12 004505-48-0 93
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 93

Abundance Scan 1680 (11.969 min): BF117733.D (-1678) (-) m/z 192.00 100.00%

2

5000

11.60 11.80 12.00 12.20

207223 245261 278 296

01 m/z 191.00 59.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #54735: Anthracene, 2-methyl-
192
5000 LA L L L L LB L
11.60 11.80 12.00 12.20
m/z 189.00 30.72%
83 165
ol 15 39 63 8 115 139
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #54749: Phenanthrene, 2-methyl-
192
e R REaaaasemee
11.60 11.80 12.00 12.20
5000 m/z 190.10 16.53%

39 63 g1 96 115 139

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #54752: Phenanthrene, 1-methyl- ST T e T
192 11.60 11.80 12.00 12.20
m/z 193.10 16.15%
5000
95 165
0 39 63 115 139
1 IIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110819\
Data File : BF117733.D

Aca On : 8 Nov 2019 16:16

Operator :© JU

Sample : K5722-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 Anthracene, 1l-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.00 7.51 ng 1291340 Phenanthrene-d10 11.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 2-methvl- 192 C15H12 000613-12-7 96
2 Anthracene. 1-methvl- 192 C15H12 000610-48-0 95
3 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 92
4 Phenanthrene. 4-methvl- 192 C15H12 000832-64-4 92
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
Abundance Scan 1685 (11.998 min): BF117733.D (-1682) (-) m/z 192.00 100.00%
2
5000 l
256 11.60 11.80 12.00 12.20 12.40
0 272287302 m/z 73.00 62.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #54734: Anthracene, 2-methyl-
192
5000
11.60 11.80 12.00 12.20 12.40
m/z 191.00 61.42%
96 165
ol 63 8 115 139
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #54732: Anthracene, 1-methyl-
192
11.60 11.80 12.00 12.20 12.40
5000 m/z 43.00 54 .81%
83
ol 15 39 63 8 115 139
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #54746: Phenanthrene, 1-methyl- N e o
192 11.60 11.80 12.00 12.20 12.40
m/z 60.00 52.40%
5000
165
o 39 63 g1 96 115 139
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11,60 11.80 12.00 12.20 12.40

8270-BF110619.M Mon Nov 11 08:03:12 2019 Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110819\
Data File : BF117733.D

Aca On : 8 Nov 2019 16:16

Operator :© JU

Sample : K5722-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 Naphtho[2,3-b]norbornadiene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

12.08 2.48 ng 425787 Phenanthrene-d10 11.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthol2.3-blnorbornadiene 192 C15H12 107426-38-0 50
2 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 49
3 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 46
4 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 46
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 45

Abundance Scan 1699 (12.080 min): BF117733.D (-1697) (-) m/z 192.00 100.00%

2

5000

11.80 12.00 12.20 12.40
m/z 189.00 76.15%

ol 113 139 219 241255270 288304

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #54756: Naphtho[2,3-b]norbornadiene
1

5000 L DAL SURBUIL BN B
11.80 12.00 12.20 12.40
m/z 191.00 66.87%
0 63 82 96 115 139
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #54750: Phenanthrene, 2-methyl-

11.80 12.00 12.20 12.40
m/z 190.00 65.73%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #53203: 4H-Cyclopenta[def]phenanthrene T aa Ea e
190 11.80 12.00 12.20 12.40

m/z 94.30 26 .59%

5000

T I I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110819\
Data File : BF117733.D

Aca On : 8 Nov 2019 16:16

Operator :© JU

Sample : K5722-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 5-Eicosene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.96 9.50 ng 1667940 Chrysene-di12 14.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 96
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 86
3 n-Tetracosanol-1 354 C24H500 000506-51-4 86
4 1-Heneicosanol 312 C21H440 015594-90-8 83
5 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 70

Abundance Scan 2019 (13.963 min): BF117733.D (-2015) (-) m/z 57.00 100.00%

230

%

m/z--> 150 200 250 300 350
Abundance #127769: 5-Eicosene, (E)-

56

{?

5000 111
202 13.60 13.80 14.00 14.20
139 174 : : :
o2 LS " | 250 280 313335 368 m/z 230.00  90.13%
29

5000
13.60 13.80 14.00 14.20
Hl m/z 43.00 88.04%
o 1139 167 196 223 252 280
- T T T T T T T I L T I T T
m/z--> 100 150 200 250 300 350
Abundance #205392: Trichloroacetic acid, hexadecy! ester
4
69 LM
97 13.60 13.80 14.00 14.20
5000 m/z 83.10 77.85%
125
o .'..J.‘,ilﬂh ulf? — %QF.%zf —
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1 R AR EEEEE T
57 83 13.60 13.80 14.00 14.20
m/z 55.00 74 _.69%
29 139
ol i) 167 195 222 250 280 308 336
e e T T e e R ma B e o
m/z--> 50 100 150 200 250 300 350 13 60 13. 80 14. OO 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110819\
Data File : BF117733.D

Aca On : 8 Nov 2019 16:16

Operator :© JU

Sample : K5722-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 Docosane, 11-butyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14 .59 2.45 ng 429830 Chrysene-di12 14.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 1l1-butvl- 366 C26H54 013475-76-8 90
2 Heneicosane 296 C21H44 000629-94-7 81
3 Hexacosane 366 C26H54 000630-01-3 81
4 Hexatriacontane 507 C36H74 000630-06-8 74
5 Tetracosane 338 C24H50 000646-31-1 74

Abundance Scan 2126 (14.592 min): BF117733.D (-2123) (-) m/z 57.00 100.00%

57

254
5000

14.20 14.40 14.60 14.80 15.00

141760 183 217 281300319 346 384

(o L S B e m/z 43.00 66.22%
m/z--> 50 100 150 200 250 300 350
Abundance #194500: Docosane, 11-butyl-
57
5000 85 LA L L L L L L L L LB
14 20 14. 40 14 60 14. 80 15. 00
m/z 71.05 63.37%
113
oL 31 J | d 141 169 2%0_239 267 309 336 366
....,.... ....,.... e e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
R e  RE R R
85 14.20 14.40 14.60 14.80 15.00
5000 m/z 254.10 53.32%
29 113
ol | J gy | 169 197 225 253 296
....,....,... T I A e e e e e ILE A i e e
m/z--> 50 100 150 200 250 300 350 M A
Abundance #194493: Hexacosane T e
57 14.20 14.40 14. 60 14. 80 15. 00
m/z 85.10 49_.71%

h I \"\J\MJ L'\,}\“
29‘ 1 113

i | H 0 141 169 197 225 253 295 323 367

0..‘.‘.,.‘.. e e e L o e e e e L s e e R EEEEEmEE e

m/z--> 50 100 150 200 250 300 350 14 20 14. 40 14 60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110819\
Data File : BF117733.D

Aca On : 8 Nov 2019 16:16

Operator :© JU

Sample : K5722-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 Heptadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.90 3.14 ng 357450 Perylene-di12 15.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 92
2 Octadecane 254 C18H38 000593-45-3 91
3 Docosane 310 C22H46 000629-97-0 89
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 86
5 Octacosane 394 C28H58 000630-02-4 76
Abundance Scan 2178 (14.898 min): BF117733.D (-2177) (-) m/z 57.00 100.00%
57
5000
85
185 S —
113 256 14,60 14.80 15.00 15.20
151 213 : : . .
ol L hr 28 -.'.|'. P8 d ., 296 384357385 T 71.05  75.60%
m/z--> 50 100 150 200 250 300 350 400
Abundance #94344: Heptadecane
57
5000 85 L B ML UL UL
14.60 14.80 15.00 15.20
m/z 43.00 60.93%
29 113 141
ol Ll L g4 tf8,141 100 197 240
m/z--> 50 100 150 200 250 300 350 400
Abundance #105885: Octadecane
57
1460 14.80 15.00 15.20
5000 85 m/z 85.10 33.69%
29
ol L by ) 113 141 160 107 25 254
m/z--> 50 100 150 200 250 300 350 400
Abundance #153223: Docosane R R R
57 14.60 14.80 15.00 15.20
m/z 185.10 22.20%
5000 85
113
oL Ll [T MY 183 au 239 g6y 310
m/z--> 50 100 150 200 250 300 350 400 14,60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110819\
Data File : BF117733.D

Aca On : 8 Nov 2019 16:16

Operator :© JU

Sample : K5722-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 11 Squalene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.99 5.74 ng 653140 Perylene-di12 15.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 95
2 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 72
3 4.8.12-Tetradecatrienenitrile, 5... 245 C17H27N 005981-31-7 64
4 2.6-Octadiene. 2.6-dimethvl- 138 C10H18 002792-39-4 53
5 Trideca-1,7,11-triene-1,1-dicarb... 270 C18H26N2 1000161-46-0 50
Abundance Scan 2194 (14.992 min): BF117733.D (-2190) (-) m/z 69.00 100.00%
69
5000 -J\\M_N.~*A~Ak_v,,_,\__~\_
1 137 254 1450 14150 1500 15120 1500
224 : : : : :
ol b di L 329 0y 175 209224 | 277 307 341367 400 | 7o Tg1 00 51.61%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
s000] 4! AL SUARUR DU UL B
14,60 14.80 15.00 15.20 15.40
g m/z 41.00 22 .50%
5 137
ol | d Ly g ,161 191 217 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol
69
1460 14.80 15.00 15.20 15.40
5000 m/z 95.00 14.48%
a1 “WvaM\mmA$Mwmmvav
95 137
ol ] J lt e
m/z--> 50 100 150 200 250 300 350 400
Abundance #98277: 4,8,12-Tetradecatrienenitrile, 5,9,13-trimethyl- B B E e
69 14.60 14.80 15.00 15.20 15.40
m/z 254.00 13.62%
5000{ 41
J 136
OIHI\I.IHI‘ 11§|]|||%7|6|202|||2|45|||| N T e B AR ma s
m/z--> 50 100 150 200 250 300 350 400 14,60 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110819\
Data File : BF117733.D

Aca On : 8 Nov 2019 16:16

Operator :© JU

Sample : K5722-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 12 Heneicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.26 3.09 ng 351489 Perylene-di12 15.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Nonadecane 268 C19H40 000629-92-5 91
3 Tetracosane 338 C24H50 000646-31-1 87
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 86
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 83
Abundance Scan 2240 (15.262 min): BF117733.D (-2237) (-) m/z 57.00 100.00%
57
85
5000

268

15.00 15.20 15.40 15.60
141 169 197217237

ol Ll 'I Lol o f 0 197217257 | 288308 334354 383 | sz 71.10  72.86%

m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane

5000

15.00 15.20 15.40 15.60
m/z 43.05 65.31%

141 169 197 225 253

296

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #117638: Nonadecane
57
I B E e
15.00 15.20 15.40 15.60
5000 85 m/z 85.10 53.75%
29
DL a0 160 107 225 ase
O e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #175558: Tetracosane B ERRR Bam s
57 15.00 15.20 15.40 15.60
m/z 55.00 24 .89%
85
5000
113
oL 38 |} | J | Ut 169 197 225 253 281 309 338
....,.... T e I B E e
m/z--> 50 100 150 200 250 300 350 400 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110819\
Data File : BF117733.D

Aca On : 8 Nov 2019 16:16

Operator :© JU

Sample : K5722-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 13 Benzo[e]pyrene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.49 4.55 ng 516938 Perylene-di12 15.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Benzolalpvrene 252 C20H12 000050-32-8 96
3 Benzolklfluoranthene 252 C20H12 000207-08-9 95
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 94
5 Perylene 252 C20H12 000198-55-0 90
Abundance Scan 2279 (15.492 min): BF117733.D (-2276) (-) m/z 252.00 100.00%
252
5000
125 15.20 15.40 15.60 15.80
224 : : : :
ol 26 67 100 | 152 177198 <57 || 288 S20345366 414 | 77 250.00  28.59%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104217: Benzo[e]pyrene
252
5000

15.20 15.40 15.60 15.80
m/z 253.00 20.60%

125
50 74 99, | 146 174 200 224

ol e
m/z--> 50 100 150 200 250 300 350 400
Abundance #104218: Benzo[a]pyrene
252
15.20 15.40 15.60 15.80
5000 m/z 125.00 16.46%
126
oL 50 74 100, | 149 174 200 224
— e e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #104224: Benzo[K]fluoranthene AR BEaEE RE S
252 15.20 15.40 15.60 15.80
m/z 126.00 12.49%
5000
126
0 74 99 | | 200 224 “
m/z--> 50 100 150 200 250 300 350 400 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110819\
Data File : BF117733.D

Aca On : 8 Nov 2019 16:16

Operator :© JU

Sample : K5722-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 14 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.12 4_.58 ng 520913 Perylene-d12 15.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Tetracosane 338 C24H50 000646-31-1 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 90
Abundance Scan 2386 (16.121 min): BF117733.D (-2382) (-) m/z 57.00 100.00%
g7
85
5000
13 266 15.80 16.00 16.20 16.40
141 183 : : : :
o3k lll ey 2L 239 117 803328343369 399 hyz 71.05  72.92%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57
85
5000 LR BN BN BN B
15. 80 16. 00 16. 20 16.40
m/z 43.00 66.29%
JLLL L 1] L Jlf}l 169 197 225 253 262
m/z--> 55 100 150 200 250 360 3%0 460
Abundance #175559: Tetracosane
57
o 15.80 16.00 16.20 16.40
5000 m/z 85.10 55.28%
29
ol L ”1ﬁ3llﬁ1d169 197 225 253 338
m/z--> 50 100 150 260 2%0 300 3%0 400
Abundance #194493: Hexacosane LI L L L L N BN |
57 15.80 16.00 16.20 16.40
m/z 41.00 21.72%
. 290 1] | |8 141 169 107 205 253 295 323 367
m/z--> 55 160 1%0 260 250 360 3%0 400 1580 1600 1620 1640
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110819\
Data File : BF117733.D

Aca On : 8 Nov 2019 16:16

Operator :© JU

Sample : K5722-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.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 15 Octadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

16.66 3.04 ng 345407 Perylene-d12 15.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Eilcosane 282 C20H42 000112-95-8 95
3 Dodecane. 2-methvl- 184 C13H28 001560-97-0 90
4 Triacontane 422 C30H62 000638-68-6 90
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 2478 (16.662 min): BF117733.D (-2473) (-) m/z 57.00 100.00%

57
85
5000

141 169191511 23950 280298 16.40 16.60 16.80 17.00
ol bk “ N S ZP28 T8 310337 39 Tmsz 71.10  70.17%

T
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane

W

%

5000 85 TT T[T T T T[T T rrrrrrr1
16. 40 16 60 16. 80 17. 00
m/z 43.05 59.49%
113
ol d M e 07 05 250
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57
R N REE
16.40 16.60 16.80 17.00
5000 m/z 85.10 55.18%

(s 141 160 107 225 253 282

= N
©

(o]

()]

A
m/z--> 50 100 150 200 250 300 350
Abundance #48854: Dodecane, 2-methyl- L B
57 16.40 16.60 16.80 17.00
m/z 55.00 18.80%
85
5000
29 141
L] | e
0..‘.&,.# e e —
m/z--> 50 100 150 200 250 300 350 16. 40 16 60 16. 80 17. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF110819\
Data File : BF117733.D

Acq On : 8 Nov 2019 16:16

Operator : JU

Sample : K5722-13

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110619_.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... 2.23 14.6 ng 1521070 1 6.93 2089480 20.0
2-Pentanone, 4-hy... 5.15 12.9 ng 1349810 1 6.93 2089480 20.0
unknown6 .69 6.69 61.2 ng 6394820 1 6.93 2089480 20.0
Anthracene, 2-met... 11.97 2.2 ng 376710 4 11.47 3438170 20.0
Anthracene, 1l-met... 12.00 7.5 ng 1291340 4 11.47 3438170 20.0
Naphtho[2,3-b]nor... 12.08 2.5 ng 425787 4 11.47 3438170 20.0
5-Eicosene, (E)- 13.96 9.5 ng 1667940 5 14.12 3513120 20.0
Docosane, 11-butyl- 14.59 2.5 ng 429830 5 14.12 3513120 20.0
Heptadecane 14.90 3.1 ng 357450 6 15.63 2274140 20.0
Squalene 14.99 5.7 ng 653140 6 15.63 2274140 20.0
Heneicosane 15.26 3.1 ng 351489 6 15.63 2274140 20.0
Benzo[e]pyrene 15.49 4.5 ng 516938 6 15.63 2274140 20.0
Eicosane 16.12 4.6 ng 520913 6 15.63 2274140 20.0
Octadecane 16.66 3.0 ng 345407 6 15.63 2274140 20.0
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