LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102519\
Data File : BF117539.D

Aca On : 25 Oct 2019 16:39

Operator :© JU

Sample : K5501-15

Misc :

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-BF101819.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 5.351 552 555 579 rBV 422420 540124 80.03% 8.606%
2 6.381 727 730 748 rBV 532157 615146 91.15% 9.801%
3 6.504 748 751 760 rVB 694534 624163 92.48% 9.945%
4 6.728 786 789 802 rVB 231802 204803 30.35% 3.263%
5 6.881 812 815 829 rBV 472686 467270 69.24% 7 .445%
6 7.292 882 885 902 rBV 343084 363523 53.86% 5.792%
7 8.010 1004 1007 1016 rBV 281016 257520 38.16% 4.103%
8 9.081 1186 1189 1200 rBV 784650 674888 100.00% 10.753%
9 9.480 1254 1257 1267 rBB 76934 69663 10.32% 1.110%
10 9.763 1301 1305 1317 rBB 308313 298514 44.23% 4_.756%

11 10.551 1436 1439 1451 rBV 316208 315262 46.71% 5.023%
12 11.245 1554 1557 1560 rBV 248489 233785 34.64% 3.725%

13 11.269 1560 1561 1565 rVB 30795 25718 3.81% 0.410%
14 11.774 1645 1647 1654 rVB3 37127 39974 5.92% 0.637%
15 12.463 1761 1764 1768 rBvV 58720 52133 7.72% 0.831%
16 12.563 1778 1781 1786 rBvV3 10448 14673 2.17% 0.234%
17 12.692 1798 1803 1808 rBvV 55627 59592 8.83% 0.949%
18 12.827 1822 1826 1836 rBV 609452 493140 73.07% 7.857%
19 13.398 1921 1923 1926 rBVvV4 7060 8272 1.23% 0.132%
20 13.739 1976 1981 1991 rVB6 43813 91626 13.58% 1.460%
21 13.857 1999 2001 2003 rBV 15326 14382 2.13% 0.229%
22 13.892 2003 2007 2010 rBv2 230187 237994 35.26% 3.792%
23 14.345 2082 2084 2087 rBV3 30749 28090 4.16% 0.448%
24 14.645 2132 2135 2140 rVB2 42976 47954 7.11% 0.764%
25 14.921 2179 2182 2184 rBV 30412 35755 5.30% 0.570%
26 14.963 2186 2189 2192 rVB 63045 70133 10.39% 1.117%
27 15.204 2228 2230 2234 rVB2 21924 30198 4_47% 0.481%
28 15.268 2239 2241 2244 rVV 24191 28610 4.24% 0.456%
29 15.321 2245 2250 2256 rvv2 182128 263151 38.99% 4.193%
30 15.721 2314 2318 2322 rVB2 35118 47857 7.09% 0.762%
31 16.186 2394 2397 2400 rBv4 19313 22528 3.34% 0.359%
Sum of corrected areas: 6276441
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102519\
Data File : BF117539.D

Aca On : 25 Oct 2019 16:39

Operator :© JU

Sample - K5501-15

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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: BF117539.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102519\
Data File : BF117539.D

Aca On : 25 Oct 2019 16:39

Operator :© JU

Sample - K5501-15

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 unknown6.50 Concentration Rank 1

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

6.50 60.95 ng 624163 1,4-Dichlorobenzene-d4 6.73
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 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 Xenon 132 Xe 007440-63-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 750 (6.498 min): BF117539.D (-748) (-) m/z 132.00 100.00%
5000 68
20 5 S 620 6.40 6.60 6.80
0 B E e m/z 68.10 47 .33%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 L L LS UL L
6.20 6.40 6.60 6.80
31 51 78 m/z 134.00 30.84%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 620 6.40 6.60 6.80
5000 og 116 m/z 66.00 30.24%
0 I | PPN [ IIﬂQ7 ‘ ol 198 ..,.1??.
m/z--> 40 60 80 100 120 140 160 180 N
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal A S R
132 6.20 6.40 6.60 6.80
m/z 68.95 20.39%
5000 67
97
‘ o ‘ 117
o -‘.‘- bl es fa0s |
m/z--> 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102519\
Data File : BF117539.D

Aca On : 25 Oct 2019 16:39

Operator :© JU

Sample - K5501-15

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Undecanoic acid Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.77 3.42 ng 39974 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 53
2 n-Decanoic acid 172 C10H2002 000334-48-5 47
3 Decanoic acid. silver(l+) salt 278 C10H19Aa02 013126-67-5 43
4 Trehalose 342 C12H22011 000099-20-7 35
5 Dodecanoic acid 200 C12H2402 000143-07-7 35

Abundance Scan 1646 (11.769 min): BF117539.D (-1645) (-) m/z 73.00 100.00%
7
43
5000 129
e T A
|h | 213 11.40 11.60 11.80 12.00
ob——4 e B B e m/z 60.00 75.70%
m/z--> 50 100 150 200 250 300 350
Abundance #50051: Undecanoic acid
60
5000 R UUNL PRI BRI UL
11.40 11. 60 11.80 12.00
29 129 186 m/z 43.05 69.69%
o |||1;t0h|1“37,,,|,m,ml.mlm.I
m/z--> 50 150 200 250 300 350
Abundance #39469: n-Decanoic acid
60
11.40 11.60 11.80 12.00
5000 m/z 40.95 63.50%
129
29
87
172
0..{..|"J.‘.”.%qﬂuuuluuluuluuuu....|....|....|
m/z--> 50 100 150 200 250 300 350
Abundance #125286: Decanoic acid, silver(1+) salt
78 11.40 11.60 11.80 12.00
m/z 57.00 54 _.09%
43 155
5000 129
98
ol A APl eyl oy b 217 279 330 387
m/z--> 50 100 150 200 250 300 350 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102519\
Data File : BF117539.D

Aca On : 25 Oct 2019 16:39

Operator :© JU

Sample - K5501-15

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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-Pentadecanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.74 7.70 ng 91626 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Pentadecanol 228 C15H320 000629-76-5 68
2 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 64
3 Cvclotetradecane 196 C14H28 000295-17-0 59
4 Pentafluoropropionic acid. undec... 318 C14H23F502 959014-11-0 58
5 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 58
Abundance Scan 1981 (13.739 min): BF117539.D (-1976) (-) m/z 83.05 100.00%
55
5000 111
L e 1340 1350 13,80 14100
o gy o "m/z 69.00 97.59%
m/z--> 50 100 150 200 250 300
Abundance #84606: n-Pentadecanol
5000 111 AU RAREE

13.40 13.60 13.80 14.00
m/z 55.00 91.73%

o 18 3 |l 1391?6 182 210
- T I T I T T T T I T T T T I T T T T I
m/z--> 50 100 150 200 250 300
Abundance #190374: Pentafluoropropionic acid, tetradecyl ester
R R REE
13.40 13.60 13.80 14.00
5000 111 m/z 43.00 72.34%
29 68 196
0 | Lfz0 558 0 s o
m/z--> 50 10 150 200 250 300
Abundance #58280: Cyclotetradecane R A REER R
55 a3 13.40 13.60 13.80 14.00
m/z 97.10 65.93%
5000
29 111
| | ‘ | | e 108 19
O T S R — e e N
m/z--> 50 100 150 200 250 300 13. 40 13. 60 13 80 14. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102519\
Data File : BF117539.D

Aca On : 25 Oct 2019 16:39

Operator :© JU

Sample - K5501-15

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Tetratetracontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .34 2.36 ng 28090 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 58
2 Pentacosane 352 C25H52 000629-99-2 53
3 Dodecane. 2-methvl- 184 C13H28 001560-97-0 50
4 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 47
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 47
Abundance Scan 2083 (14.339 min): BF117539.D (-2082) (-) m/z 57.00 100.00%
g7
5000

3 128 176 R AR EamE
222 262 14.00 14.20 14.40 14.60

Ot m/z 85.00 63.00%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241526: Tetratetracontane
57
5000 LA L L L L L L |

14.00 14.20 14.40 14.60
m/z 55.10 57.06%

97
26 Jﬂj f?ﬁ 183 923253 309 351 407 446477 533 575 618

m/z--> 5|0 1CI)O 150 200 250 300 350 400 450 500 5&'30 GCI)O
Abundance #185533: Pentacosane
57
UL DA AR
14.00 14.20 14.40 14.60
5000 m/z 71.05 56.92%

99
141
26 | | ||| [T, 183 225 267 309 352

ol L e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #48844: Dodecane, 2-methyl- R A REER R

43 14.00 14.20 14.40 14.60

m/z 43.00 47.18%
5000
85

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 14. 00 14. 20 14. 40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102519\
Data File : BF117539.D

Aca On : 25 Oct 2019 16:39

Operator :© JU

Sample - K5501-15

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 6 Dodecane, l1l-iodo- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14 .64 3.64 ng 47954 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 1l-i1odo- 296 C12H25l1 004292-19-7 80
2 Hentriacontane 437 C31H64 000630-04-6 72
3 Octacosane 394 C28H58 000630-02-4 72
4 Undecane. 3.9-dimethvyl- 184 C13H28 017301-31-4 64
5 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1000309-18-1 64
Abundance Scan 2134 (14.639 min): BF117539.D (-2132) (-) m/z 57.10 100.00%

85
5000

155 197 251 282 14.40 14.60 14.80 15.00
m/z 71.10 91.53%

113

0
m/z--> 50 100 150 200 250 300 350 400
Abundance #140552: Dodecane, 1-iodo-

5000

14.40 14.60 14,80 15.00
m/z 43.05 68.10%

0
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57
R REaEE e R B
14.40 14.60 14.80 15.00
5000 85 m/z 85.05 59.21%
113 141 169
0 F J l u J ' \1\ 1197‘2?5 253 281 309 337 365 437
L a L e a A BL e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #209565: Octacosane RS REmE B L
57 14.40 14.60 14.80 15.00
m/z 83.05 19.56%
5000 85
29 113
oL L | || |77 ,242 169 197 225 253 281 309 337 365 394
A e e e REaEE e R B
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14. 80 15. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102519\
Data File : BF117539.D

Aca On : 25 Oct 2019 16:39

Operator :© JU

Sample - K5501-15

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Benzo[e]pyrene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.20 2.30 ng 30198 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolalpvrene 252 C20H12 000050-32-8 62
2 Benzolelpvrene 252 C20H12 000192-97-2 62
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 62
4 Benzolklfluoranthene 252 C20H12 000207-08-9 62
5 Perylene 252 C20H12 000198-55-0 58
Abundance Scan 2229 (15.198 min): BF117539.D (-2228) (-) m/z 252.10 100.00%
252
5000
22454
| || | || |f‘| | |||| 1459 L e I T | L] ZTIQ S
ok, Ly I i L ERTIN |0 S s S R m/z 250.10 26 .65%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104222: Benzo[a]pyrene
242
5000 LRI AL JASAR ISR B
14.80 15.00 15.20 15.40 15.60
126 m/z 99.00 24 .92%
113 228
oL 4L 57 83 100 149 200
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104221: Benzo[e]pyrene
252
14.80 15.00 15.20 15.40 15.60
5000 m/z 139.00 21.78%
126
113
ol 4L 63 87100 150 174187200 224237
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104229: Benz[e]acephenanthrylene
252 14.80 15.00 15.20 15.40 15.60
m/z 224.10 20.36%
5000
126
113 ‘ 294 ‘
ol rprrrr3, 83 100" | 150 174187200 Zas7 o
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 14.80 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102519\
Data File : BF117539.D

Aca On : 25 Oct 2019 16:39

Operator :© JU

Sample - K5501-15

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Eicosane Concentration Rank 5

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

15.72 3.64 ng 47857 Perylene-d12 15.33

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Hentriacontane 437 C31H64 000630-04-6 83
3 Nonacosane 408 C29H60 000630-03-5 80
4 Tetratriacontane 479 C34H70 014167-59-0 72
5 Octacosane 394 C28H58 000630-02-4 72

m/z 57.10 100.00%

15.40 15.60 15.80 16.00

113 141 169 197 225 253 282

Abundance Scan 2318 (15.721 min): BF117539.D (-2314) (-)
7
85
5000
113
36159 197 231 257282
04
m/z--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane
5000

m/z 71.00 95.51%

15. 40 15 60 15. 80 16. OO

m/z 85.10 69.41%

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57
s R B
15.40 15.60 15.80 16.00
5000 85 m/z 43.05 68.18%
113
e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #215180: Nonacosane e T e
57 15.40 15.60 15.80 16.00
m/z 55.00 28.62%
85
5000
113
LA J1f1‘1§91197 225 253 281 309 337 365 408
m/z--> 50 100 150 200 250 300 350 400 15. 40 15 60 15. 80 16. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF102519\
Data File : BF117539.D

Acq On : 25 Oct 2019 16:39

Operator : JU

Sample - K5501-15

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101819_.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]
unknown6 .50 6.50 61.0 ng 624163 1 6.73 204803 20.0
Undecanoic acid 11.77 3.4 ng 39974 4 11.25 233785 20.0
n-Pentadecanol 13.74 7.7 ng 91626 5 13.89 237994 20.0
Tetratetracontane 14_34 2.4 ng 28090 5 13.89 237994 20.0
Dodecane, 1l-iodo- 14 .64 3.6 ng 47954 6 15.33 263151 20.0
Benzo[e]pyrene 15.20 2.3 ng 30198 6 15.33 263151 20.0
Eicosane 15.72 3.6 ng 47857 6 15.33 263151 20.0
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