LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022819\

Data File : BM018974.D

Aca On : 28 Feb 2019 18:02

Operator : Ju/SJ

Sample : K1638-04 :
Misc : PE-4(NORTH-SITE-WALL
ALS Vial : 11 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 M\METHODS\8270-BM021119.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 5.281 367 373 388 rBY 3828468 5726584 49.54% 7 .553%
2 6.864 635 642 660 rBY 4137212 7010878 60.65% 9.247%
3 7.222 695 703 720 rBVY 4165571 6653736 57 .56% 8.776%
4 7.687 775 782 789 rBV 913836 1449631 12.54% 1.912%
5 8.005 828 836 846 rBVY 2800437 4573408 39.57% 6.032%
6 8.857 973 981 995 rBVY 2258607 3927757 33.98% 5.181%
7 10.475 1248 1256 1275 rVB 1227952 2122232 18.36% 2.799%
8 11.516 1426 1433 1446 rBV 91632 261933 2.27% 0.345%
9 12.951 1670 1677 1691 rBV 5698270 8240964 71.30% 10.870%
10 13.798 1816 1821 1833 rBvV 329511 505257 4_.37% 0.666%

11 14.339 1906 1913 1926 rVB2 1836284 2817747 24.38% 3.717%
12 15.834 2161 2167 2185 rBV 4915548 7306157 63.21% 9.637%
13 17.092 2374 2381 2394 rBV 2394857 3410967 29.51% 4._.499%
14 17.980 2527 2532 2543 rBV 543393 807229 6.98% 1.065%
15 19.263 2746 2750 2760 rBV 152303 252429 2.18% 0.333%

16 19.727 2823 2829 2836 rBV 9922880 11558820 100.00% 15.246%
17 20.986 3039 3043 3053 rBvV 853324 1121049 9.70% 1.479%
18 21.286 3089 3094 3104 rBV 2850289 3601987 31.16% 4._.751%
19 21.421 3114 3117 3122 rBV 146977 163726 1.42% 0.216%
20 21.851 3187 3190 3193 rBV 208265 248186 2.15% 0.327%

21 22.315 3265 3269 3275 rVB2 284793 404272 3.50% 0.533%
22 22.821 3351 3355 3359 rBvV 250341 348393 3.01% 0.460%

23 23.386 3448 3451 3456 rVB 204560 308838 2.67% 0.407%
24 23.539 3470 3477 3489 rVB2 1497587 2993078 25.89% 3.948%

Sum of corrected areas: 75815258
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022819\
Data File : BM018974.D

Aca On : 28 Feb 2019 18:02

Operator : JU/SJ

Sample : K1638-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM018974.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022819\
Data File : BM018974.D

Aca On : 28 Feb 2019 18:02

Operator : JU/SJ

Sample : K1638-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown7.22 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.22 91.80 ng 6653740 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 (5-METHYL-2-PYRIDYLYACETONITRILE 132 C8H8N2 1000241-93-9 10
5 2-Cyclohexen-1-one 96 C6HB80 000930-68-7 9
Abundance Scan 703 (7.222 min): BM018974.D (-695) (-) m/z 132.00 100.00%
132
5000 68
40 % 6.80 7.00 7.20 7.40 7.60
54 . . . .
0 8 Ao 2 m/z 68.10 50.47%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132
5000 SRS AR AR RS A

6.80 7.00 7.20 7.40 7.60
m/z 134.00 32.89%

15 28 39 52 03 77 90 104,

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
s
6.80 7.00 7.20 7.40 7.60
5000 m/z 66.10 31.54%
33 44 105 ‘
0...,.”M,..ﬁﬂ.ﬂuﬁi.”hjt.w..‘.“...,”..,.”.,..”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48639: Tranylcypromine-propionyl e e
57 132 6.80 7.00 7.20 7.40 7.60
24 m/z 69.10 20.61%
116
5000 98
m/z--> 20 40 100 120 140 160 180 200 6. 80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022819\
Data File : BM018974.D

Aca On : 28 Feb 2019 18:02

Operator : JU/SJ

Sample : K1638-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Salicyl Alcohol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.52 2.47 ng 261933 Naphthalene-d8 10.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Salicvl Alcohol 124 C7H802 000090-01-7 97
2 2.4.6-Cvcloheptatrien-1-one 106 C7H60 000539-80-0 78
3 Benzenemethanesulfonic acid. 2-h._.. 170 C7H603S 010284-44-3 78
4 2-Coumaranone 134 C8H602 000553-86-6 78
5 Benzene 78 C6H6 000071-43-2 72
Abundance Scan 1434 (11.522 min): BM018974.D (-1426) (-) m/z 78.10 100.00%
7B
5000 106 /\\\“K_—_
124 R
39 51 65 95 11.20 11,40 11.60 11.80
Ol e il 22 b 207 Tn/z 106.00  41.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10073: Salicyl Alcohol
78
5000 SR UL SR B AN UL
106 11:20 11,40 11.60 11.80
51 124 m/z 77.00 32 .34%
39
o 28 63 9%5 |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4948: 2,4,6-Cycloheptatrien-1-one
78
11.20 11.40 11.60 11.80
5000 106 m/z 124.00 22 .70%
51
39
0 15 26 H H‘\ 89 I
"”I"”I"”I"”I"”I"”I"”I"”I"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36393: Benzenemethanesulfonic acid, 2-hydroxy-, .gamma.-s... R e REREEEEE s
78 11.20 11.40 11.60 11.80
m/z 38.95 11.78%
5000 106
51 170
0 m 63 | g9 120 137
m/z--> 20 40 65 80 100 120 140 160 180 200 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022819\
Data File : BM018974.D

Aca On : 28 Feb 2019 18:02

Operator : JU/SJ

Sample : K1638-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 4
R.T. EstConc Area Relative to ISTD R.T.
17.98 4.73 ng 807229 Phenanthrene-d10 17.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 72
3 Pentadecanoic acid 242 C15H3002 001002-84-2 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 59
5 n-Decanoic acid 172 C10H2002 000334-48-5 47
Abundance Scan 2532 (17.980 min): BM018974.D (-2527) (-) m/z 73.00 100.00%
7B
43
5000 5
129
7101115 | 10157171185, 01250, 256 - 17.60 17.80 18.00 18.20
o} m/z 60.00 70.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92226: n-Hexadecanoic acid
48 73
5
5000 29 AR AR R
ﬂmﬂmmmmm
o7 129 256 m/z 43.05 57 .52%
. 15 | 1431571711851 99213557
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65566: Tridecanoic acid
78
—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—q—h
43 57 17.60 17.80 18.00 18.20
5000 m/z 41.05 50.57%
129
29 ‘ 115 171185 214
. ..1.5,.‘J..‘,‘.‘..“l“.‘:“.. T"]'“|""|""|'1'5"2|"" -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43 o T8 17.60 17.80 18.00 18.20
m/z 55.05 48 .26%
5000 \v————*hhﬂﬁHMJLkvvwwﬁﬁ*-ﬂ_m

17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022819\
Data File : BM018974.D

Aca On : 28 Feb 2019 18:02

Operator : JU/SJ

Sample : K1638-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 3-Octadecene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.99 6.22 ng 1121050 Chrysene-di12 21.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octadecene. (E)- 252 C18H36 007206-19-1 94
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
3 Trifluoroacetic acid. n-octadecvy... 366 C20H37F302 079392-43-1 91
4 3-Eicosene. (BE)- 280 C20H40 074685-33-9 90
5 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 87
Abundance Scan 3044 (20.992 min): BM018974.D (-3039) (-) m/z 83.10 100.00%

57,83
5000 111

139 207 20 60 20. 80 21. OO 21 20 21. 40
168 281
ok h A b, ,.-.Jl.~+,-.A. b 2L 20 (828356 401 45 "m/z 69.05  94.63%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #89787: 3-Octadecene, (E)-
41 |69

5000 e EEEENEEE S
20 60 2080 21. OO 21 20 21. 40

m/z 57.10 93.49%
oA ,l..,J.J..&,Sf*.l.s%,.2.24.2,5?...,....,....,....,....
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #152927: Trichloroacetic acid, hexadecy! ester
4
69

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
20.60 20.80 21.00 21.20 21.40
5000 m/z 97.10 83.25%

125
o 153 196 224
m/z--> 50 100 150 200 250 300 350 400 450

Abundance #146922: Trifluoroacetic acid, n-octadecy! ester T T T T
43 20 60 20. 80 21. 00 21 20 21. 40
m/z 55.10 78.61%

69
5000
97
125
i | L l LJ\.154 183 224 252

e N R E=SSESESEAS

m/z--> 50 100 150 200 250 300 350 400 450 20 60 20. 80 21. OO 21 20 21. 40

E
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022819\
Data File : BM018974.D

Aca On : 28 Feb 2019 18:02

Operator : JU/SJ

Sample : K1638-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Pentadecane, 8-heptyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.32 2.24 ng 404272 Chrysene-di12 21.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 87
2 Octadecane. 1-i1odo- 380 C18H371 000629-93-6 86
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 86
4 Tetratriacontane 479 C34H70 014167-59-0 86
5 Octadecane 254 C18H38 000593-45-3 83
Abundance Scan 3270 (22.321 min): BM018974.D (-3265) (-) m/z 57.10 100.00%
g7
85
5000
113 2900 22,20 2240 22.60
141 169 281 22.00 22.20 22.40 22.60
ofr ko 194 239 323 355385 429 462490 n/z 71.10 86 _ 950
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #123100: Pentadecane, 8-heptyl-
g7
5000 85 UABAUABALUARAAARRE
22.00 22.20 22.40 22.60
29 m/z 85.10 58.57%
0 , J 11}%}?1;69 210239266 309
m/z--> 0 50 100 150 200 250 300 350 400 450 '
Abundance #151357: Octadecane, 1-iodo-
57
22.00 22.20 22.40 22.60
5000 85 m/z 43.10 52 .82%
29
0 J\ | [[1° 135183011 253
m'z--> 0 50 100 150 200 250 300 350 400 450 '
Abundance #147095: Eicosane, 7-hexyl- AR RaaE s EEE T
57 22.00 22.20 22.40 22.60
m/z 55.10 31.45%
5000 85
0 ‘ J 113141 182 211 252 281308 337
m'z--> 0 50 100 1éo 200 250 300 350 400 450 ' 22.00 22.20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022819\
Data File : BM018974.D

Aca On : 28 Feb 2019 18:02

Operator : JU/SJ

Sample : K1638-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.82 2.33 ng 348393 Perylene-di12 23.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 Docosane. 5-butvl- 366 C26H54 055282-16-1 86
3 Heptacosane 380 C27H56 000593-49-7 81
4 Dodecane 170 C12H26 000112-40-3 80
5 Tridecane, 3-ethyl- 212 C15H32 013286-73-2 80
Abundance Scan 3355 (22.821 min): BM018974.D (-3351) (-) m/z 57.10 100.00%
57
85
5000
113 2260 22.80 23.00 23.20
155
Ol A A L1 (0 137 249281 323356 402431 476 849 | 77 71.10  90.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #73966: Hexadecane
7
5000 85 RN RARRUNARUUUN
nmnmmmmm
- 13 m/z 85.10 66.93%
o L fFmesize
m/z--> 6 56 160 1éo 200 250 300 3éo 460 4%0 560 séo
Abundance #147094: Docosane, 5-butyl-
48
R AR SRR SR
71 22.60 22.80 23.00 23.20
5000 m/z 43.10 59.18%
126
309
0 | l 155183211239 280 [ 337365
mz—-> 0 56 160 1éo 200 250 300 350 460 4%0 560 séo
Abundance #151556: Heptacosane R o AL B o
57 22.60 22.80 23.00 23.20

m/z 55.10 24 _.76%

5000

I

29
. 313141169197225253281 323351380

R S LR aas R a ma s S

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22. 60 22. 80 23. OO 23. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022819\
Data File : BM018974.D

Aca On : 28 Feb 2019 18:02

Operator : JU/SJ

Sample : K1638-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
23.39 2.06 ng 308838 Perylene-d12 23.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Eilcosane 282 C20H42 000112-95-8 87
3 Docosane. 5-butvl- 366 C26H54 055282-16-1 86
4 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 83
5 Octacosane 394 C28H58 000630-02-4 83
Abundance Scan 3452 (23.392 min): BM018974.D (-3448) (-) m/z 57.10 100.00%
85
5000
13 LIRS BN BRI
41169 207 282 23.00 23.20 23.40 23.60 23.80
ob L L 108 01 239 202319342360 403431 475503535 | 7110 98.68%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115570: Heneicosane
5000 R AR AR N

23. OO 23. 20 23. 40 23 60 23. 80
m/z 85.10 65.56%

141169197225053 296

0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107652: Eicosane
5
N R e
23.00 23.20 23.40 23.60 23.80
5000 m/z 43.10 53.94%
85
29
o1 113141169 282
e b A B o e I BEmEEmmmms e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #147094: Docosane, 5-butyl- A B R e
43 23.00 23.20 23.40 23.60 23.80
n m/z 55.05 22.11%
5000
126
99 309
0 . 1 155183211239 280 | 337364
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23. 00 23. 20 23. 40 23 60 23. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM022819\
Data File : BM018974.D

Acq On : 28 Feb 2019 18:02

Operator : JU/SJ

Sample : K1638-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown? .22 7.22 91.8 ng 6653740 1 7.69 1449630 20.0
Salicyl Alcohol 11.52 2.5 ng 261933 2 10.48 2122230 20.0
n-Hexadecanoic acid 17.98 4.7 ng 807229 4 17.09 3410970 20.0
3-Octadecene, (E)- 20.99 6.2 ng 1121050 5 21.29 3601990 20.0
Pentadecane, 8-he... 22.32 2.2 ng 404272 5 21.29 3601990 20.0
Hexadecane 22.82 2.3 ng 348393 6 23.54 2993080 20.0
Heneicosane 23.39 2.1 ng 308838 6 23.54 2993080 20.0
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