LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082519\
Data File : BF116536.D

Aca On : 25 Aug 2019 17:08

Operator : HP/JU

Sample : K4475-01

Misc :

ALS Vial : 12 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-BF082319.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 2.251 21 28 42 rVB 2012443 2878027 84.46% 8.956%
2 5.510 577 582 585 rBY 2627051 2868311 84.18% 8.926%
3 6.510 746 752 755 rBVY 2684453 3148116 92.39% 9.797%
4 6.657 771 777 780 rBY 3225894 3105350 91.13% 9.664%
5 6.881 812 815 819 rBV 941453 867608 25.46% 2.700%
6 7.039 838 842 846 rBVY 2546679 2482454 72 .85% 7.725%
7 7.439 904 910 913 rBVY 1875431 1942417 57.00% 6.045%
8 8.163 1028 1033 1036 rBvV 1326168 1099051 32.25% 3.420%
9 9.239 1210 1216 1219 rBY 3866434 3407548 100.00% 10.604%
10 9.622 1278 1281 1285 rBV 347333 283312 8.31% 0.882%
11 9.857 1318 1321 1324 rVB2 49929 39914 1.17% 0.124%

12 9.916 1324 1331 1334 rBV 1463385 1165185 34.19% 3.626%
13 10.698 1460 1464 1467 rBV 1599155 1369438 40.19% 4.262%
14 11.398 1579 1583 1585 rBV 1166679 979736 28.75% 3.049%
15 11.421 1585 1587 1590 rVvVv 266768 206615 6.06% 0.643%

16 11.469 1590 1595 1598 rVB 79615 83677 2.46% 0.260%
17 11.921 1670 1672 1676 rVB2 167498 132871 3.90% 0.413%
18 12.010 1684 1687 1689 rBV2 56439 61593 1.81% 0.192%
19 12.604 1785 1788 1792 rBV 350040 315927 9.27% 0.983%
20 12.704 1803 1805 1808 rBV3 37175 37931 1.11% 0.118%

21 12.833 1822 1827 1831 rBV 326013 309688 9.09% 0.964%
22 12.980 1848 1852 1855 rBV 2508703 2159658 63.38% 6.721%
23 13.668 1966 1969 1974 rVB2 34220 52509 1.54% 0.163%
24 13.780 1984 1988 1991 rBV2 32358 44765 1.31% 0.139%
25 13.874 2001 2004 2011 rVB2 253313 294601 8.65% 0.917%

26 14.027 2025 2030 2033 rBV2 714105 851533 24.99% 2.650%
27 14.051 2033 2034 2040 rVB 144211 135118 3.97% 0.420%

28 14.509 2109 2112 2115 rVB3 57337 59338 1.74% 0.185%
29 14.815 2161 2164 2168 rVB 53887 55853 1.64% 0.174%
30 14.892 2174 2177 2183 rVB2 57184 62457 1.83% 0.194%

31 15.068 2203 2207 2210 rBV 122731 193289 5.67% 0.601%
32 15.156 2218 2222 2232 rVB2 77689 127365 3.74% 0.396%
33 15.368 2255 2258 2264 rVB 74969 92057 2.70% 0.286%
34 15.427 2265 2268 2274 rVB 97729 122072 3.58% 0.380%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082519\
Data File : BF116536.D

Aca On : 25 Aug 2019 17:08

Operator : HP/JU

Sample : K4475-01

Misc :

ALS Vial : 12 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF082319.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 15.498 2275 2280 2283 rVV 498945 623942 18.31% 1.942%

36 15.539 2283 2287 2293 rVB3 90830 146121 4._.29% 0.455%

37 15.980 2358 2362 2367 rVB2 68299 96271 2.83% 0.300%

38 16.492 2444 2449 2452 rBV2 43323 79693 2.34% 0.248%

39 16.956 2523 2528 2534 rVB3 45269 85347 2.50% 0.266%

40 17.392 2599 2602 2613 rVB 32829 67991 2.00% 0.212%
Sum of corrected areas: 32134749
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082519\
Data File : BF116536.D

Aca On : 25 Aug 2019 17:08

Operator : HP/JU

Sample : K4475-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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: BF116536.D
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Abundance TIC: BF116536.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082519\
Data File : BF116536.D

Aca On : 25 Aug 2019 17:08

Operator : HP/JU

Sample : K4475-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 2

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

2.25 66.34 ng 2878030 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 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 9

Abundance Scan 28 (2.251 min): BF116536.D (-21) (-) m/z 73.05 100.00%
7B [
5000 23
55 87
37 | 7 2.20 2.30 2.40 2.50 2.60 2.70
Ot e S e e || M/Z 43.05  35.58%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 LR U AR U AR IR RN
43 2.20 2.30 2.40 2.50 2.60 2.70
55 87 m/z 87.05 26.57%
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 2.70
5000 a1 55 m/z 55.05 24 .38%
| :
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 2.70
m/z 41.05 11.73%
5000 43
58
e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60 2.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082519\
Data File : BF116536.D

Aca On : 25 Aug 2019 17:08

Operator : HP/JU

Sample : K4475-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 unknown6.66 Concentration Rank 1

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

6.66 71.58 ng 3105350 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 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 778 (6.663 min): BF116536.D (-771) (-) m/z 132.00 100.00%
5000
68
96 e 6 kD 6RO 700
40 54 ‘ u 6.40 6.60 6.80 7.00
N T :-|'.|.7.7, &7 | Meus N m/z 134.00 34.53Y%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IS LR S UL L
6.40 6.60 6.80 7.00
31 51 78 m/z 68.10 31.49%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
R RS A LS LA
“ 6.40 6.60 6.80 7.00
5000 gg 116 m/z 66.00 20.53%
ol -‘-“‘. 89 | dor ‘-“. b 1s8 189
m/z--> 40 60 80 100 120 140 160 180
Abundance #14403: Imidazole, 4,5-dicyano-1-methyl- e R
132 6.40 6.60 6.80 7.00
m/z 131.00 14.92%
5000
67
0 91
DY OO T A
0....“..“..‘”2‘... ..‘l.‘k“...”..“. ——r ———r ———r S L —
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\BF082519\
Data File : BF116536.D

Aca On : 25 Aug 2019 17:08

Operator : HP/JU

Sample : K4475-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 4 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

11.92 2.71 ng 132871 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Anthracene. 9-methvl- 192 C15H12 000779-02-2 76
3 Anthracene. 2-methvl- 192 C15H12 000613-12-7 55
4 Anthracene. l-methvl- 192 C15H12 000610-48-0 52
5 Tridecanoic acid 214 C13H2602 000638-53-9 52

Abundance Scan 1672 (11.921 min): BF116536.D (-1670) (-) m/z 73.00 100.00%

192

5000

11.60 11.80 12.00 12.20

0! m/z 192 .05 89.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 78
5000 129

11.60 11.80 12.00 12.20
m/z 60.00 77.37%

213
143 157171185 199

#“ i
o!

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

Abundance #54731: Anthracene, 9-methyl-
192
O mam e o  RER
11.60 11.80 12.00 12.20
5000 m/z 43.05 69.97%
96
L2739 63 82 115 1391521%° 159
- T I TT T T I TT T T I TTTT I TT
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54736: Anthracene, 2-methyl- e AREEEEEaSEE
192 11.60 11.80 12.00 12.20
m/z 57.10 65.41%
5000
165
L2 soes s 9% 139152
- IIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIII
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\HPCHEMI\BNA F\DATA\BF082519\
Data File : BF116536.D

Aca On : 25 Aug 2019 17:08

Operator : HP/JU

Sample : K4475-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 n-Nonadecanol-1 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.87 6.92 ng 294601 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 93
2 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 93
3 n-Tetracosanol-1 354 C24H500 000506-51-4 93
4 1-Heptacosanol 396 C27H560 002004-39-9 93
5 Behenic alcohol 326 C22H460 000661-19-8 93
Abundance Scan 2003 (13.868 min): BF116536.D (-2001) (-) m/z 230.05 100.00%

0

5000

3

13.60 13.80 14.00 14.20
m/z 43.05  70.79%

283 303
ol

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #131393: n-Nonadecanol-1
43 83
5000 LA L L L L L LB
13.60 13.80 14.00 14.20
m/z 83.05 68.32%
ol 2 139 168 196 221238 266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #194133: Dichloroacetic acid, heptadecy! ester
57 3
AR,
13.60 13.80 14.00 14.20
5000 11 m/z 55.00 63.95%
29
o 139 168 191210 238 266 205
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1 R EEEEE RS
57 3 13.60 13.80 14.00 14.20
m/z 57.10 60.21%
- | ,#Aﬂzx\kﬂ~“vhJ\VwAwavAvw~v
167 195 222 250 280 308 336

T I I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082519\
Data File : BF116536.D

Aca On : 25 Aug 2019 17:08

Operator : HP/JU

Sample : K4475-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 Supraene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.89 2.00 ng 62457 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 74
2 Saualene 410 C30H50 000111-02-4 74
3 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 64
4 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 59
5 1,5,9-Undecatriene, 2,6,10-trime... 192 Cl1l4H24 062951-96-6 53
Abundance Scan 2177 (14.892 min): BF116536.D (-2174) (-) m/z 69.05 100.00%
69
5000
41 9% 435 254 R N L SO B
ol Loy lag i oones 22 | 232 e s 63, 2t
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
5000 R AR S SURIU B
14.60 14.80 15.00 15.20
41 m/z 41.00 17.96%
95 137
o L L L 217 | (163 191 217 245 273 299 341 367 410
LI L UL UL UL UL UL UL UL
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
14,60 14.80 15.00 1520
s000] 4L m/z 95.05 15.20%
9% 137
oLl o 407 1 161 191217 273200 341367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol AR EEREE L
69 14.60 14.80 15.00 15.20
m/z 254.00 14.51%
5000
41
95 137
oL, kal%lﬁlJllfeéll?? —
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\BF082519\
Data File : BF116536.D

Aca On : 25 Aug 2019 17:08

Operator : HP/JU

Sample : K4475-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.16 4.08 ng 127365 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Hexadecane 226 C16H34 000544-76-3 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Octacosane 394 C28H58 000630-02-4 87
5 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 83
Abundance Scan 2223 (15.162 min): BF116536.D (-2218) (-) m/z 57.05 100.00%
57
5000
4 e o T o o SIS,
33150167182199 221 282 302 14.80 15.00 15.20 15.40
(o} m/z 71.05 71.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129490: Eicosane
57
5000 L LR B BRI ISR B
4 mmmmmmmm
‘ | m/z 43.00 59.83%
(.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83025: Hexadecane
57
14.80 15.00 15.20 15.40
5000 m/z 85.10 57.70%
4 85
ol 28 ‘ btk 13141 60184 226
m/z--> ﬁo 45 65 éo 160 150 150 160 180 200 220 240 260 2éo 360
Abundance #141426: Heneicosane R AR BAEEE e o
57 14.80 15.00 15.20 15.40
m/z 252.05 29.95%
85
5000
4
113
o ‘ Loy 7, 4 169 197 225 253268 296
m/z--> ﬁo 45 eb éo 160 150 150 160 180 200 220 240 260 2éo 360 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082519\
Data File : BF116536.D

Aca On : 25 Aug 2019 17:08

Operator : HP/JU

Sample : K4475-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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.
15.37 2.95 ng 92057 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Pervlene 252 C20H12 000198-55-0 98
3 Benzolklfluoranthene 252 C20H12 000207-08-9 97
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 96
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 96
Abundance Scan 2258 (15.368 min): BF116536.D (-2255) (-) m/z 252.10 100.00%
252
5000
125 15.00 15.20 15.40 15.60
224 : : :
ol 4t . 8L100) | 150 174 200 221 \J BL30S 385 | sz 250.10  32.54%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
2t
5000
15.00 15.20 15.40 15.60
125 m/z 253.10 22.26%
0 50 74 99 , | 146 174 200 224
m/z--> 50 100 150 200 250 300 350
Abundance #104214: Perylene
252
15.00 15.20 15.40 15.60
5000 m/z 125.00 15.83%
125
oL17.39 74 99 m 150 174 200 224
m/z--> 50 100 150 200 250 300 350
Abundance #104224: Benzo[K]fluoranthene R B aa mE S
252 15.00 15.20 15.40 15.60
m/z 126.00 15.39%
5000
126
0 74 99 | | 200 224 |
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082519\
Data File : BF116536.D

Aca On : 25 Aug 2019 17:08

Operator : HP/JU

Sample : K4475-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 Heptadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

15.98 3.09 ng 96271 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 10-MethvIlnonadecane 282 C20H42 056862-62-5 87
3 Hexacosane 366 C26H54 000630-01-3 83
4 Octacosane 394 C28H58 000630-02-4 83
5 Heneicosane 296 C21H44 000629-94-7 83

Abundance Scan 2362 (15.980 min): BF116536.D (-2358) (-) m/z 57.10 100.00%

57

5000

15.60 15.80 16.00 16.20

141 167 197217 240 266

0 m/z 71.10 71.21%
m/z--> 50 100 150 200 250 300 350
Abundance #94345: Heptadecane
57
5000 | ANLINLINLEN L L L L L L B B
85 15.60 15.80 16.00 16.20
29 m/z 43.05 62.64%
113
S O o L A
m/z--> 50 100 150 200 250 300 350
Abundance #129494: 10-Methylnonadecane
57
R EAREEEE LSS
85 15.60 15.80 16.00 16.20
5000 m/z 85.05 55.63%
154
113
o.nu,wnri‘” TR W L A——
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane R EE e RERERE
57 15.60 15.80 16.00 16.20
m/z 55.05 23.29%
5000 85
29 113
o ‘ h I i t\ ;0 141 169 197 225 253 295 323 367
b .. e R EAREEEE LSS
m/z--> 50 100 150 200 250 300 350 15 60 15. 80 16. 00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082519\
Data File : BF116536.D

Aca On : 25 Aug 2019 17:08

Operator : HP/JU

Sample : K4475-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 Nonadecane, 9-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.49 2.55 ng 79693 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 72
2 Heptadecane 240 C17H36 000629-78-7 72
3 Pentadecane 212 C15H32 000629-62-9 72
4 2-methvloctacosane 408 C29H60 1000376-72-8 64
5 Nonadecane 268 C19H40 000629-92-5 64
Abundance Scan 2449 (16.492 min): BF116536.D (-2444) (-) m/z 57.05 100.00%
g7
5000
4 R B e
| | 113129 150167 190207 229 265 26 16.20 16.40 16.60 16.80
O m/z 71.05 68.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129502: Nonadecane, 9-methyl-
g7
5000 4 LI SRR B SRR UL
16,20 16.40 16.60 16.80
168 m/z 43.05 55.54%
o 211 238 267283
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #94346: Heptadecane
g7
- 1620 16.40 16.60 16.80
5000 A m/z 85.05 53.17%
113
A O I a0 B A —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #71396: Pentadecane I AEEREE TS
57 16.20 16.40 16.60 16.80
m/z 69.00 22 .15%
85
5000 4
m/z--> 25 45 éo 80 100 120 140 160 180 200 220 240 260 280 300 320 16,20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF082519\
Data File : BF116536.D

Acq On : 25 Aug 2019 17:08

Operator : HP/JU

Sample . K4475-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF082319_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... 2.25 66.3 ng 2878030 1 6.89 867608 20.0
unknown6 .66 6.66 71.6 ng 3105350 1 6.89 867608 20.0
n-Hexadecanoic acid 11.92 2.7 ng 132871 4 11.40 979736 20.0
n-Nonadecanol-1 13.87 6.9 ng 294601 5 14.03 851533 20.0
Supraene 14.89 2.0 ng 62457 6 15.50 623942 20.0
Eicosane 15.16 4.1 ng 127365 6 15.50 623942 20.0
Benzo[e]pyrene 15.37 3.0 ng 92057 6 15.50 623942 20.0
Heptadecane 15.98 3.1 ng 96271 6 15.50 623942 20.0
Nonadecane, 9-met... 16.49 2.5 ng 79693 6 15.50 623942 20.0
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