LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062119\
Data File : BG041378.D

Aca On : 21 Jun 2019 14:41

Operator : HP/JU

Sample = K3382-07

Misc :

ALS Vial : 9 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 5.605 422 428 439 rBV 429923 687490 32.33% 6.249%
2 7.221 697 703 719 rBV 429652 789917 37.15% 7.180%
3 7.597 760 767 782 rVB 439968 772958 36.35% 7.026%
4 8.067 841 847 859 rVB 108189 189693 8.92% 1.724%
5 8.390 895 902 911 rBV 344066 584964 27 .51% 5.317%
6 9.248 1041 1048 1066 rBv2 259588 494112 23.24% 4.491%
7 10.893 1320 1328 1340 rBv2 133293 244419 11.49% 2.222%
8 13.325 1735 1742 1756 rBV 797781 1208862 56.85% 10.988%
9 14.154 1877 1883 1892 rBV 35109 60025 2.82% 0.546%
10 14.706 1971 1977 1987 rBV2 239616 385188 18.11% 3.501%

11 16.198 2223 2231 2242 rBV 643666 1054984 49.61% 9.589%
12 17.456 2438 2445 2450 rBV2 341092 544411 25.60% 4.948%
13 18.308 2585 2590 2600 rBV2 76317 134350 6.32% 1.221%

14 19.500 2789 2793 2801 rVB 28773 41869 1.97% 0.381%
15 19.571 2802 2805 2811 rBVS8 13724 23118 1.09% 0.210%
16 19.865 2852 2855 2861 rBV 22696 30592 1.44% 0.278%
17 20.053 2880 2887 2896 rBV 1587502 2126559 100.00% 19.329%
18 21.316 3099 3102 3104 rBv4 24021 26033 1.22% 0.237%

19 21.375 3107 3112 3128 rVB7 52803 181225 8.52% 1.647%
20 21.727 3166 3172 3178 rBV2 375996 618541 29.09% 5.622%

21 21.862 3192 3195 3202 rVB3 25800 41265 1.94% 0.375%
22 22.479 3296 3300 3305 rVB3 32136 51059 2.40% 0.464%
23 23.173 3414 3418 3424 rVB2 33218 62914 2.96% 0.572%
24 23.989 3552 3557 3564 rVB4 39742 89592 4.21% 0.814%

25 25.035 3727 3735 3744 rVB 196736 557731 26.23% 5.069%

Sum of corrected areas: 11001871
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG062119\
Data File : BG041378.D

Aca On 21 Jun 2019 14:41

Operator : HP/JU

Sample . K3382-07

Misc :

ALS vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG061719.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: BG041378.D
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Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG041378.D
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Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG041378.D
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Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG062119\
Data File : BG041378.D

Aca On : 21 Jun 2019 14:41

Operator : HP/JU

Sample = K3382-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG061719._.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 unknown7.60 Concentration Rank 1

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

7.60 81.50 ng 772958 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
3 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 25
4 5-Aminoindole 132 C8H8N2 005192-03-0 22
5 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H8N2 034760-58-2 12

Abundance Scan 768 (7.603 min): BG041378.D (-760) (-) m/z 131.95 100.00%
132
5000 }\‘
48 |6 03 . 720 7.40 7.60 7.80 8.00
”.W.H.P.H,H.w:m...”,”.W.H.PH”,”.W.”.UKH,” m/z 68.00 43.96%
m/z--> 30 50 90 100 110 120 130 140
Abundance #14142. 3 ChIoro 6-fluoro-pyrazine
132
69
104
5000 AL AR AR SRR
7.20 7.40 7.60 7.80 8.00
0
3 4 51 78 m/z 66.00 33.18%
'”'m'ﬂu”?wu”'P'JI”'W'”'P'”I”'W'”'P'”I"”I”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
720 7.40 7.60 7.80 8.00
5000 m/z 134.00 32.66%
33 44 o g7 105
78
"”I'L"I'l“'?%'”iq"'l'"ll'?ﬁW"'Ll"”'l}}ﬁI""I""I'
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro- R B a e

132 720 7.40 7.60 7.80 8.00
m/z 69.00 19.99%

5000
69
76
89 103
MH Lo ‘ 63 ‘ 11 | 9\7 [yl 115
||||||||||||||||||||||||||||||||||||||||||||||||||||||| T T

m/z--> 30 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG062119\
Data File : BG041378.D

Aca On : 21 Jun 2019 14:41

Operator : HP/JU

Sample = K3382-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG061719._.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 n-Hexadecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
18.31 4.94 ng 134350 Phenanthrene-d10 17.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 58
Abundance Scan 2590 (18.308 min): BG041378.D (-2585) (-) m/z 73.00 100.00%

7B
41 S
5000
129 213
97
US| 4315717118%109 | 297 206 - 18.00 18.20 18.40 18.60
L m/z 60.00 80.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 90
5000 129

18.00 18.20 18.40 18.60

83
m/z 55.00 T72.77%
213
J‘“ 143157171185199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72647: Tridecanoic acid
73
| S EEE R SR
43 5 18.00 18.20 18.40 18.60
5000 - 129 m/z 43.05 70.48%
115 171
214
T ﬂ ‘ 143157 ‘ 185

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #95851: Pentadecanoic acid e B e R
43 | 73 18.00 18.20 18.40 18.60
5 m/z 41.00 69.53%
5000 129
29
199
‘ ‘ 193157171185 242

A5 Ll Bk

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\HPCHEMI\BNA G\DATA\BG062119\
Data File : BG041378.D

Aca On : 21 Jun 2019 14:41

Operator : HP/JU

Sample = K3382-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG061719._.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 5-Octadecene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.37 5.86 ng 181225 Chrysene-di12 21.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Octadecene. (E)- 252 C18H36 007206-21-5 91
2 9-Octadecene. (E)- 252 C18H36 007206-25-9 89
3 Chloroacetic acid. pentadecvl ester 304 C17H33CI102 070301-47-2 86
4 4-Trifluoroacetoxvhexadecane 338 C18H33F302 1000215-97-5 86
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 81
Abundance Scan 3111 (21.369 min): BG041378.D (-3107) (-) m/z 43.00 100.00%
5000
21.00 21.20 2140 21.60
m/z 83.05 95.92%
m/z--> 50 100 150 200 250 300 350
Abundance #104186: 5-Octadecene, (E)-
56
83
5000 LRI JOREIUR BRI UM
21.00 21.20 21.40 21.60
29 111 m/z 57.00 83.74%
[ L , 139 168 195 224 252
m/z--> 50 100 150 200 250 300 350
Abundance #104187: 9-Octadecene, (E)-
56
8 R NN BRI BRI SO
21.00 21.20 21.40 21.60
5000 m/z 97.00 76 .64%
29
111
| | J‘i l { L 139 168 196 224 252

m/z--> 50 100 150 200 250 300 350
Abundance #147937: Chloroacetic acid, pentadecy! ester A REE RS
55 83 21.00 21.20 21.40 21.60
m/z 55.00 T1.77%
5000 111
29.,J.‘s. } l J‘140‘4 5.1 2%0 - — L
m/z--> 50 100 150 200 250 300 350 21. OO 21 20 21. 40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG062119\
Data File : BG041378.D

Aca On : 21 Jun 2019 14:41

Operator : HP/JU

Sample = K3382-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG061719._.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 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.17 2.03 ng 62914 Chrysene-di12 21.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 70
2 Hexadecane 226 C16H34 000544-76-3 64
3 Sulfurous acid. hexvl octvl ester 278 C14H3003S 1000309-13-0 58
4 Tetradecane 198 C14H30 000629-59-4 52
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 49
Abundance Scan 3418 (23.173 min): BG041378.D (-3414) (-) m/z 57.00 100.00%
57
5000 85
—— I.Iulnlnlu Al Iumll.lh e Illllll .I||I.AI . |"|' —— I|I e i m/z 43_00 59_55%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141424: Heneicosane
57
5000 85 U AU DR

22. 80 23 00 23. 20 23.40
m/z 71.10 53.12%

1L 111311?1:1§9 107,225 253 296
e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #83023: Hexadecane
57
R o BRI
22.80 23.00 23.20 23.40
5000 g5 m/z 85.00 49.90%
29
L Lt a0 16 107 226
Ll 77
m/z--> 50 100 150 200 250 300 350 400
Abundance #125655: Sulfurous acid, hexyl octyl ester A B
57 85 22.80 23.00 23.20 23.40
m/z 55.00 22.16%
5000
29 113
L J | 137 165
I A B T L e B e B R e B R
m/z--> 50 100 150 200 250 300 350 400 22. 80 23 00 23. 20 23.40
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG062119\
BG041378.D

21 Jun 2019 14:41

HP/JuU

K3382-07

9 Sample Multiplier: 1

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG061719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octadecane

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
23.99 3.21 ng 89592 Perylene-di12 25.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 83
2 Hexadecane 226 C16H34 000544-76-3 64
3 2-methvloctacosane 408 C29H60 1000376-72-8 58
4 Pentadecane 212 C15H32 000629-62-9 58
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 52

Abundance Scan 3557 (23.989 min): BG041378.D (-3552) (-) m/z 57.10 100.00%
57
5000 85
LU b s s 15 0 %2 o gy g || 2360 7960 2da0 2420 eaao
i m/z 43.00 61.42%
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57
5000 85 AU AR AR
Bmmmmmmmmm
29 m/z 71.05 60.43%
P g ) M8 141 169 197 g5 254
m/z--> 55 160 1%0 260 2éo 300 3%0 '
Abundance #83025: Hexadecane
57
23.60 23.80 24.00 24.20 24.40
5000 m/z 85.10 47 .91%
85
29
Liq J 113 141 169 197 226
m/z--> 55 160 150 200 2%0 360 3%0 '
Abundance #215181: 2-methyloctacosane T
57 23.60 23.80 24.00 24.20 24.40
m/z 55.00 29.56%
5000 85
29 ] 1] Hlﬁ3‘1ﬂl‘1§9 197 225 267 295 365 393
m/z--> 5'0 1(')0 1%0 2(')0 25'30 3(')0 351;0 ' 23. 60 23. 80 24 00 24. 20 24 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG062119\
Data File : BG041378.D

Acq On : 21 Jun 2019 14:41

Operator : HP/JU

Sample - K3382-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719_.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]
unknown7 .60 7.60 81.5 ng 772958 1 8.07 189693 20.0
n-Hexadecanoic acid 18.31 4.9 ng 134350 4 17.46 544411 20.0
5-Octadecene, (E)- 21.37 5.9 ng 181225 5 21.73 618541 20.0
Heneicosane 23.17 2.0 ng 62914 5 21.73 618541 20.0
Octadecane 23.99 3.2 ng 89592 6 25.04 557731 20.0
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