LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102319\
Data File : BF117501.D

Aca On : 23 Oct 2019 23:24

Operator :© JU

Sample = K5497-03

Misc :

ALS Vial : 20 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 5.351 551 555 577 rBV 759204 880910 87.11% 9.945%
2 6.381 726 730 748 rBY 1001214 1011314 100.00% 11.417%
3 6.504 748 751 758 rVV 1136110 1009172 99.79% 11.393%
4 6.734 786 790 800 rBV 261462 264349 26.14% 2.984%
5 6.886 812 816 830 rBV 776569 667076 65.96% 7.531%
6 7.298 882 886 905 rBV 599655 593498 58.69% 6.700%
7 8.010 1004 1007 1034 rBV 360942 351060 34.71% 3.963%
8 9.086 1186 1190 1193 rBV 1115198 867020 85.73% 9.788%
9 9.480 1254 1257 1267 rBV 110665 94769 9.37% 1.070%
10 9.763 1301 1305 1318 rBV 494428 405963 40.14% 4 .583%

11 10.551 1436 1439 1456 rBV 615295 611828 60.50% 6.907%
12 11.245 1554 1557 1567 rBV 367444 378797 37.46% 4._.276%

13 11.780 1644 1648 1658 rBV 56632 66327 6.56% 0.749%
14 12.563 1778 1781 1785 rBV 13810 16236 1.61% 0.183%
15 12.692 1799 1803 1807 rBV2 9334 10854 1.07% 0.123%

16 12.827 1822 1826 1830 rBV 849481 705469 69.76% 7.964%
17 13.733 1976 1980 1992 rBV3 65396 146198 14.46% 1.650%
18 13.892 2003 2007 2014 rBV 247141 263292 26.03% 2.972%

19 14.039 2029 2032 2037 rBv 11021 12811 1.27% 0.145%
20 14.345 2080 2084 2087 rBV3 22896 20486 2.03% 0.231%
21 14.639 2131 2134 2139 rVB 28032 28664 2.83% 0.324%
22 14.715 2143 2147 2152 rVB 16830 18431 1.82% 0.208%
23 14.957 2185 2188 2192 rVB 33806 36724 3.63% 0.415%
24 15.315 2245 2249 2257 rVB 215757 291373 28.81% 3.289%
25 15.715 2311 2317 2322 rBV2 27771 41849 4.14% 0.472%
26 15.804 2326 2332 2333 rBV5 9326 14172 1.40% 0.160%
27 16.186 2391 2397 2403 rBV5 16999 32756 3.24% 0.370%
28 16.733 2486 2490 2497 rVB7 7823 16803 1.66% 0.190%
Sum of corrected areas: 8858201
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

TIC Integ

LSC Report - Integrated Chromatogram

= Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102319\
: BF117501.D

: 23 Oct 2019 23:24

- Ju

= K5497-03

- 20 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101819._.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L
ration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102319\
Data File : BF117501.D

Aca On : 23 Oct 2019 23:24

Operator :© JU

Sample = K5497-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

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

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 76.35 ng 1009170 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 25
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
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): BF117501.D (-748) (-) m/z 132.00 100.00%
5000 68
96 BRI S
40 5y 7 g7 5 6.20 6.40 6.60 6.80
B E e m/z 68.10 48.64%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 BRI S
6.20 6.40 6.60 6.80
31 51 78 m/z 66.00 32.03%
'J'%I!J!'I'!"I""I""I""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
620 6.40 6.60 6.80
5000 m/z 134.00 31.68%
33 44 o 105
...‘.|.‘.‘..Gﬁ..‘..P....‘,.“.:!']'?,.. S
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R L
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 20.42%
5000 98 116
N ...,....,.?% .,m97.hq. A 158 ..,.1§?.
m/z--> 40 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\BF102319\
Data File : BF117501.D

Aca On : 23 Oct 2019 23:24

Operator :© JU

Sample = K5497-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

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

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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.78 3.50 ng 66327 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 n-Decanoic acid 172 C10H2002 000334-48-5 59
5 Tridecanoic acid 214 C13H2602 000638-53-9 53
Abundance Scan 1648 (11.780 min): BF117501.D (-1644) (-) m/z 73.00 100.00%
60 1B
43
5000 129
‘” 5 11 157 171185 1 ﬂbﬂ&ﬂﬁﬁ%”“
14371171 256 - : - -
,”.JL”!Lu'gﬂnﬁ“.”,”.w.nlp.”,”.29”...”,”.w. m/z 60.00 84.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 7B
I
5000 129 SR BN BN SULBLE R
11.40 11.60 11.80 12.00
m/z 43.10 73.73%
7JJ 143157171185199213

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

43 60 73

11.40 11.60 11.80 12.00

5000 m/z 57.10 62.89%
1l

29
3 1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid

60 73 11.40 11.60 11.80 12.00
4 m/z 55.10 57.20%
5000 120
185 228
‘ U T7 01115 | 143 171 ‘ 199
g u»,‘h\..%,..‘.w.
miz--> 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102319\
Data File : BF117501.D

Aca On : 23 Oct 2019 23:24

Operator :© JU

Sample = K5497-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

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

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-Nonadecanol-1 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.73 11.11 ng 146198 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 93
2 n-Tetracosanol-1 354 C24H500 000506-51-4 91
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 90
4 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 90
5 17-Pentatriacontene 491 C35H70 006971-40-0 90
Abundance Scan 1979 (13.727 min): BF117501.D (-1976) (-) m/z 83.10 100.00%
57
5000 111
207 13.40 13.60 13.80 14.00
e m/z 57.05 94 .83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #131391: n-Nonadecanol-1
55
5000
13.40 13.60 13.80 14.00
29 m/z 43.10 89.47%
139 168 195 238 266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186969: n-Tetracosanol-1
43
13.40 13.60 13.80 14.00
5000 83 m/z 55.00 85.71%
18
I Lo e 140 168 196 238 266 308 336
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #205392: Trichloroacetic acid, hexadecy! ester
3 13.40 13.60 13.80 14.00
69 m/z 97.00 81.63%
5000
125
2 153 196 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102319\
Data File : BF117501.D

Aca On : 23 Oct 2019 23:24

Operator :© JU

Sample = K5497-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

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

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 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .96 2.52 ng 36724 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 10-Methylnonadecane 282 C20H42 056862-62-5 86
Abundance Scan 2189 (14.962 min): BF117501.D (-2185) (-) m/z 57.10 100.00%
g7
85
5000
| 127 007 - 14.60 14.80 15.00 1520
SN [ G S m/z 71.10 84_41%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85

14.60 14.80 15.00 15.20
m/z 85.05 60.97%

29 113

L. .|‘ “ / J14}1|169 197 225 253 295 323 367
=l L e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85 14.60 14.80 15.00 15.20
5000 m/z 43.05 51.76%
29 113
UL |, M0,199 197 225 253 296
s i L
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane R AR EEEEE T
57 14.60 14.80 15.00 15.20
m/z 41.00 21.26%
5000 85
29 13 141
| ﬂ 169 197 225 253 281 309 337 365 394

m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102319\
Data File : BF117501.D

Aca On : 23 Oct 2019 23:24

Operator :© JU

Sample = K5497-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

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

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 Tetratetracontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.72 2.87 ng 41849 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 90
2 Hentriacontane 437 C31H64 000630-04-6 86
3 Heptacosane 380 C27H56 000593-49-7 83
4 Tetrapentacontane 759 C54H110 005856-66-6 80
5 Octacosane 394 C28H58 000630-02-4 80
Abundance Scan 2318 (15.721 min): BF117501.D (-2311) (-) m/z 57.05 100.00%
57
5000
[, o 15140 15160 1580 16,00
e e e .| M7z 71.000 70 74%
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241526: Tetratetracontane
57
5000
15.40 15.60 15.80 16.00
J m/z 85.10 62.76%
26 ﬂ ff% }@3215253 309 351 407 446477 533 575 618
m/z--> 6 55 100 150 200 250 300 350 400 4%0 560 séo 660
Abundance #223852: Hentriacontane
57
15.40 15.60 15.80 16.00
5000 m/z 43.05 52.08%

99
Jﬂd 1§1 183 225 267 309 351 437

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #202661: Heptacosane e A RERREEESEE

57 15.40 15.60 15.80 16.00

m/z 97.00 21.89%
5000
99
26 | ; 141 183 225 267 309 380
T R T e S

mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102319\
Data File : BF117501.D

Aca On : 23 Oct 2019 23:24

Operator :© JU

Sample = K5497-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

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

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 Tetrapentacontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.19 2.25 ng 32756 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetrapentacontane 759 C54H110 005856-66-6 72
2 Heneicosane 296 C21H44 000629-94-7 64
3 Heptacosane 380 C27H56 000593-49-7 64
4 2-Bromotetradecane 276 C14H29Br 074036-95-6 59
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 59
Abundance Scan 2398 (16.192 min): BF117501.D (-2391) (-) m/z 57.05 100.00%
57
5000
7
208 LA VNI SRR BN B
] I 147 I 081 15.80 16.00 16.20 16.40 16.60
R LS AR SN SRS LARA SN BARAS BARAN RARES LRSS UARAS LRSS ARAS SRR SR m/z 71.05 65.97%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750
Abundance #243297: Tetrapentacontane
57
5000
15.80 16.00 16.20 16.40 16.60
|J99 m/z 85.10 63.66%
‘ ll}l]}???????7309351393435477519561603645687 758
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750
Abundance #141426: Heneicosane
57
15.80 16.00 16.20 16.40 16.60
5000 m/z 43.05 57 .44%
99
15| [l141183225 296
mz> 0 55 100 150 200 250 300 350 400 450 500 550 600 650 700 750
Abundance #202662: Heptacosane A B R e
57 15.80 16.00 16.20 16.40 16.60
m/z 97.10 31.23%
5000

99
1 141183225267 323 380

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 15.80 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF102319\
Data File : BF117501.D

Acq On : 23 Oct 2019 23:24

Operator : JU

Sample - K5497-03

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101819.M
Quant Title : 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 76.3 ng 1009170 1 6.73 264349 20.0
n-Hexadecanoic acid 11.78 3.5 ng 66327 4 11.24 378797 20.0
n-Nonadecanol-1 13.73 11.1 ng 146198 5 13.89 263292 20.0
Hexacosane 14.96 2.5 ng 36724 6 15.32 291373 20.0
Tetratetracontane 15.72 2.9 ng 41849 6 15.32 291373 20.0
Tetrapentacontane 16.19 2.3 ng 32756 6 15.32 291373 20.0
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