LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO30519\
Data File : BM019045.D
Aca On : 05 Mar 2019 20:18 Instrument :
Operator : JU/SJ gyAﬁg el

- _ lentosampleld :
a?ggle : K1705-20 PST-028-B105-022719
ALS Vial : 10 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 5.275 365 372 386 rBVY 5133047 7228114 84.47% 9.979%
2 6.857 632 641 654 rBVY 4691085 7480013 87.41% 10.327%
3 7.210 694 701 716 rBVY 5133549 7913807 92.48% 10.925%
4 7.675 773 780 788 rBV 992973 1531510 17.90% 2.114%
5 7.992 825 834 847 rBVY 3586138 5705708 66.68% 7.877%
6 8.845 970 979 996 rBVY 2658562 4468774 52.22% 6.169%
7 10.463 1247 1254 1269 rBV 1093125 1892785 22.12% 2.613%
8 12.939 1668 1675 1690 rBVY 5238727 7973320 93.17% 11.008%
9 13.792 1815 1820 1833 rBV 272750 434216 5.07% 0.599%
10 14.327 1905 1911 1919 rBV2 1401991 2206269 25.78% 3.046%

11 15.827 2156 2166 2182 rBV 4221054 6352447 74.23% 8.770%
12 17.080 2373 2379 2384 rBV2 1633144 2389211 27.92% 3.298%
13 17.121 2384 2386 2396 rVB 162737 241963 2.83% 0.334%
14 17.968 2525 2530 2534 rBV2 316499 457832 5.35% 0.632%
15 19.145 2725 2730 2738 rVB 230063 324147 3.79% 0.448%

16 19.256 2745 2749 2759 rBV2 103650 166463 1.95% 0.230%
17 19.509 2789 2792 2800 rVB 186464 274840 3.21% 0.379%
18 19.715 2822 2827 2843 rVB 6965796 8557373 100.00% 11.814%
19 20.980 3037 3042 3052 rBV3 313485 480416 5.61% 0.663%
20 21.186 3073 3077 3080 rBV 249511 273509 3.20% 0.378%

21 21.280 3087 3093 3097 rBV 1958881 2732084 31.93% 3.772%
22 21.868 3191 3193 3203 rVB5 216583 327007 3.82% 0.451%
23 22.303 3265 3267 3272 rVB 117025 128103 1.50% 0.177%
24 22.809 3350 3353 3356 rBvV 152223 188040 2.20% 0.260%
25 23.521 3468 3474 3486 rVB2 1393742 2706951 31.63% 3.737%

Sum of corrected areas: 72434902
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO30519\

Data File : BM019045.D

Aca On : 05 Mar 2019 20:18

Operator : JU/SJ

ﬁ?gg le K1705-20 PST-028-B105-022719
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance : .
7000000 TIC: BM019045.D

6000000

5.27 7.21
5000000 6.86

4000000 799

3000000 8.85

2000000

10.46
1000000 7.67

T I A o S e UMM | SN

T
Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance : .
7000000 TIC: BM019045.D

19,72
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12.94
5000000

15.83
4000000

3000000

2000000 17.08

14.33
1000000

13.79 112 17.97 19,349.51
o t——~>r e e e %ﬁrHH4L<“#¢ffo

Time--> 12.00 12.50 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance : .
7000000 TIC: BM019045.D

6000000
5000000
4000000
3000000
21.28

2000000 23.52

1000000

. 22.81
20.28.19 21.87 2%30 2.8, .

e

Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO30519\

Data File : BM019045.D

Aca On : 05 Mar 2019 20:18

Operator : JU/SJ

3?22 le K1705-20 PST-028-B105-022719
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119.M
Quant Title : 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 1 unknown7.21 Concentration Rank 1

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

7.21 103.35 ng 7913810 1,4-Dichlorobenzene-d4 7.67
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 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 701 (7.210 min): BM019045.D (-694) (-) m/z 132.00 100.00%
32
5000 68
40 % 6.80 7.00 7.20 7.40 7.60
54 - - - -
.':~,f.‘5..l,':.1.1.5,..-.,....,....,....,210.7.. m/z 68.05 49.96%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132
5000 SARANBRAASRARSS RARRARS

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
e e
6.80 7.00 7.20 7.40 7.60
5000 m/z 66.00 30.97%
33 44 105 ‘
...,...‘.,...5.6;..‘..3,0....‘,.“...,.. .
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14006: 5-Aminoindole =
132 6.80 7.00 7.20 7.40 7.60
m/z 69.10 20.01%
5000
104
66
14 27 39 50 %P 7T g9 |15 |
B Lo o o o e o LA e e P e e
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO30519\

Data File : BM019045.D

Aca On : 05 Mar 2019 20:18

Operator : JU/SJ

3?22 le K1705-20 PST-028-B105-022719
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119.M
Quant Title : 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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.97 3.83 ng 457832 Phenanthrene-d10 17.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 64
3 Tridecanoic acid 214 C13H2602 000638-53-9 58
4 _alpha.-D-Glucopvranoside. .alph... 342 C12H22011 000099-20-7 47
5 Tetradecanoic acid 228 C14H2802 000544-63-8 47
Abundance Scan 2530 (17.968 min): BM019045.D (-2525) (-) m/z 73.00 100.00%
7B
60
43
5000
129
97 213 AR R RN IS
| ﬂ S| 4gl57271 192 77,0 256 17.60 17.80 18.00 18.20 |
el m/z 60.00 71.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
48 60 73
5000 29 256 R AR SR R
ﬂmﬂmmmmm
213 m/z 43.05 56.83%
L, 143157171185 199
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260
Abundance #83686: Pentadecanoic acid
43 60 7B
17.60 17.80 18.00 18.20
5000 29 m/z 57.10 54 _.24Y%
|||||‘|||‘|‘i‘| Iulu il ‘l
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65566: Tridecanoic acid T
60 78 17.60 17.80 18.00 18.20
m/z 55.05 51.12%
43
5000
129
29 ‘ .15 171185 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17. 60 17. 80 18 00 18. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO30519\
Data File : BM019045.D

Aca On : 05 Mar 2019 20:18

Operator : JU/SJ

Sample : K1705-20

Misc :

ALS Vial : 10 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 3-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

20.98 3.52 ng 480416 Chrysene-di12 21.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 98
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
3 17-Pentatriacontene 491 C35H70 006971-40-0 91

1000216-79-3 91
074339-53-0 91

424 C19H31F702
372 C17H31CI302

4 Heptafluorobutvric acid. n-penta...
5 Trichloroacetic acid, pentadecyl...

Abundance Scan 3042 (20.980 min): BM019045.D (-3037) (-) m/z 57.05 100.00%
57,83
5000
20.60 20.80 21.00 21.20
139167 207 236 283 328 401 ; : ' '
- 357 m/z 83.05 99.63%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #106400: 3-Eicosene, (E)-
57
83
- 111 20.60 20.80 21.00 21.20
m/z 69.05 93.58%
J| | l 139 167 196 224 252 280
LI B o e o B e T B B e e B e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #152927: Trichloroacetic acid, hexadecy! ester
T e
20.60 20.80 21.00 21.20
5000 m/z 97.05 82.80%
\_'LM

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene R e N
43 20.60 20.80 21.00 21.20
m/z 43.05 77 .60%
5000 83
111
| ‘ 1lil§9167 196 224 267292 321 462 490
T e LA AL e AL m e S
m/z--> 50 100 150 200 250 300 350 400 450 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO30519\

Data File : BM019045.D

Aca On : 05 Mar 2019 20:18

Operator : JU/SJ

3?22 le K1705-20 PST-028-B105-022719
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119.M
Quant Title : 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 5 1-Nonadecene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.87 2.39 ng 327007 Chrysene-di12 21.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 60
2 1-Docosene 308 C22H44 001599-67-3 58
3 1.7-Dimethvl-4-(1-methvlethvlcv... 210 C15H30 000645-10-3 58
4 10-Heneicosene (c.t) 294 C21H42 095008-11-0 53
5 Cyclotetradecane 196 C14H28 000295-17-0 52
Abundance Scan 3193 (21.868 min): BM019045.D (-3191) (-) m/z 83.10 100.00%
8B
55
5000 111
242 281 " 0150 5190 9900 99000
139 16193 357 430 21.60 21.80 22.00 22.20
b WA 1y ] 326357 40 489 "T65710 ¢ 89, 17%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #98171: 1-Nonadecene
43 g7
69
5000 R SRR U SRR
21 60 21. 80 22. oo 22 20
125 m/z 97.10 78.73%
15] 111§4182210238266
mz-> 0 éo 160 1éo 200 2éo 360 3éo 460 4%0 '
Abundance #121981: 1-Docosene
55
97 21.60 21.80 22.00 22.20
5000 m/z 55.10 74 .41%
29
J 125
L | | 153181 308
mz-> 0 éo 160 1%0 200 2éo 300 3éo 460 4%0 '
Abundance #63061: 1,7-Dimethyl-4-(1-methylethyl)cyclodecane R B o
55 21.60 21.80 22.00 22.20
97 m/z 43.10 47.77%
5000
29 167
“ ‘ 125
M |
mz-> 0 éo 160 1éo 260 2éo 360 3éo 460 4%0 ' 2160 2180 2200 2220
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BMO30519\

Data File : BM019045.D

Acq On : 05 Mar 2019 20:18

Operator : JU/SJ

3?22 le K1705-20 PST-028-B105-022719
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown7 .21 7.21 103.3 ng 7913810 1 7.67 1531510 20.0
n-Hexadecanoic acid 17.97 3.8 ng 457832 4 17.08 2389210 20.0
3-Eicosene, (E)- 20.98 3.5 ng 480416 5 21.28 2732080 20.0
1-Nonadecene 21.87 2.4 ng 327007 5 21.28 2732080 20.0
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