LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062419\
Data File : BG041434.D

Aca On 24 Jun 2019 23:08

Operator : HP/JU

Sample = K3499-02

Misc :

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 G\METHODS\8270-BG061719.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 5.581 418 424 436 rBV 369353 617711 32.52% 6.087%
2 7.203 693 700 711 rBV 421754 747416 39.35% 7 .365%
3 7.573 756 763 780 rVB 410107 718428 37.82% 7.079%
4 8.043 837 843 851 rVB 107137 188673 9.93% 1.859%
5 8.366 891 898 908 rBV 325117 554292 29.18% 5.462%

9.224 1037 1044 1054 rBvV 264205 482416 25.40% 4._.754%
10.863 1317 1323 1335 rVB 151794 273310 14.39%% 2.693%
13.302 1732 1738 1747 rBV 811284 1243315 65.45% 12.251%
14.130 1873 1879 1887 rBV 164623 235873 12.42% 2.324%
14.682 1967 1973 1981 rBV2 258980 424958 22.37% 4.187%

=
QO ~NO®

11 16.175 2220 2227 2244 rBV 635396 976050 51.38% 9.618%
12 17.432 2434 2441 2454 rBV2 341585 522434 27 .50% 5.148%

13 18.290 2580 2587 2597 rBVvV4 33628 65311 3.44% 0.644%
14 20.029 2877 2883 2894 rBVY 1529955 1899524 100.00% 18.718%
15 21.298 3095 3099 3101 rBVv4 15524 22958 1.21% 0.226%
16 21.704 3161 3168 3183 rBvV 327083 582146 30.65% 5.736%
17 21.839 3188 3191 3197 rVvB4 20376 28118 1.48% 0.277%
18 22.450 3290 3295 3300 rBvV3 21151 38352 2.02% 0.378%
19 23.143 3408 3413 3418 rVB3 24166 40613 2.14% 0.400%
20 23.343 3442 3447 3451 rVBY 10953 19388 1.02% 0.191%
21 23.948 3546 3550 3558 rVB5 23536 50877 2.68% 0.501%
22 24.906 3707 3713 3718 rBV9 15218 35196 1.85% 0.347%
23 24.994 3719 3728 3740 rVB2 117602 357970 18.85% 3.527%
24 26.051 3904 3908 3914 rVBS8 11106 22951 1.21% 0.226%
Sum of corrected areas: 10148280
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG062419\
Data File : BG041434.D

Aca On : 24 Jun 2019 23:08

Operator : HP/JU

Sample . K3499-02

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG061719.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG041434.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062419\
Data File : BG041434.D

Aca On : 24 Jun 2019 23:08

Operator : HP/JU

Sample = K3499-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061719.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 unknown7.57 Concentration Rank 1

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

7.57 76.16 ng 718428 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI102 014203-19-1 35
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 14

Abundance Scan 762 (7.567 min): BG041434.D (-756) (-) m/z 132.00 100.00%
132
5000 68 /\_
o Hel| T e 00 750 T 760 Th0 800
..,....,....,...!I".... " Sl b 8T el m/Z 68.00  50.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 m
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
5000
69 7.20 7.40 7.60 7.80 8.00
39 57 76 m/z 66.00 34.10%
| ” 89 103
”l“'w'“'w'“mm”ﬁ”l'w'“l“Jh'“Jw'* Mh';}ﬁP'”l"W'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
7.20 7.40 7.60 7.80 8.00
5000 97 m/z 134.00 33.21%
70
31
;4451 80 |77 g5 | 105 196
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- e
132 7.20 7.40 7.60 7.80 8.00
m/z 69.00 21.26%
5000
15 28 39 52 % 77 00 104
mzs 1 20 % 40 S 6 70 8 90 100 10 130 130 130 720 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062419\
Data File : BG041434.D

Aca On : 24 Jun 2019 23:08

Operator : HP/JU

Sample = K3499-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061719.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.
18.29 2.50 ng 65311 Phenanthrene-d10 17.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 58
2 Tridecanoic acid 214 C13H2602 000638-53-9 53
3 Dodecanoic acid 200 C12H2402 000143-07-7 49
4 Tetradecanoic acid 228 C14H2802 000544-63-8 47
5 Pentadecanoic acid 242 C15H3002 001002-84-2 38
Abundance Scan 2587 (18.290 min): BG041434.D (-2580) (-) m/z 73.00 100.00%
43 57 73
5000 213
129
97 157
I 115 | 143 171185199 227 296 081 18.00 18.20 18.40 18.60
eI m/z 43.00 86.39Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid
48 73
51
5000 29 256
18.00 18.20 18.40 18.60
213 m/z 57.00 79.50%
Iy 143127171185, 99
m/z--> ﬁo 46 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72648: Tridecanoic acid
73
43 51 18.00 18.20 18.40 18.60
5000 m/z 60.00 71.28%
129
29 115 171 214
185
ISI\‘I\ A T]ﬂlllm ‘ 9‘ I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #61121: Dodecanoic acid e
73 18.00 18.20 18.40 18.60
43 m/z 55.00 70.11%
5000 o
29 129 200
‘ T710111 143157171
1.5 .‘...,‘.‘...“ ‘.‘ ,‘l‘a..m,‘...‘.,..‘. T 1185 A —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062419\
Data File : BG041434.D

Aca On : 24 Jun 2019 23:08

Operator : HP/JU

Sample = K3499-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061719.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 Eicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.95 2.84 ng 50877 Perylene-di12 24 .99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 55
2 Hexacosane 366 C26H54 000630-01-3 49
3 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 49
4 Octadecane. 5.14-dibutvl- 366 C26H54 055282-13-8 46
5 Octadecane 254 C18H38 000593-45-3 46
Abundance Scan 3550 (23.948 min): BG041434.D (-3546) (-) m/z 57.05 100.00%
57
5000 g5
207 LU BRI UG
3 o5 127 148 179 25 251 295 327 23.60 23.80 24.00 24.20
R e N e L e m/z 71.05 53.72%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000
23.60 23.80 24.00 24.20
m/z 43.00 52.48%
29 \ |113 141 169 282
I.|I '.lu'lu |j'|I| |J|‘|||‘|'I|"| |‘:|I-97|2|2|5|253|||'| s
m/z--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane
57
23.60 23.80 24.00 24.20
5000 a5 m/z 85.00 36.12%
113
29 |y ) 141 169 197 225 253 205 366
m/z--> 55 160 150 260 2éo 360 3%0
Abundance #96002: Tridecanol, 2-ethyl-2-methyl-
57 23.60 23.80 24.00 24.20
m/z 55.00 23.75%
5000 85
113
m/z--> 50 100 150 200 250 300 350 23.60 23.80 24.00 24.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062419\
Data File : BG041434.D

Acq On 24 Jun 2019 23:08

Operator : HP/JU

Sample - K3499-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719._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]
unknown? .57 7.57 76.2 ng 718428 1 8.04 188673 20.0
n-Hexadecanoic acid 18.29 2.5 ng 65311 4 17.43 522434 20.0
Eicosane 23.95 2.8 ng 50877 6 24.99 357970 20.0
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