LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1I\BNA G\DATA\BGO30619\
Data File : BG039785.D
Aca On : 6 Mar 2019 13:29 Instrument :
Operator : JU/SJ ?Z'I\!A_(t;S el

- _ lentosampleld :
a?ggle : K1704-07 PST-028-SW063-022719
ALS Vial : 5 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-BG030419.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 3.206 15 20 29 rBv 214862 393582 10.69% 1.900%
2 3.282 29 33 40 rVB 49126 70181 1.91% 0.339%
3 5.696 437 444 454 rBV 912883 1518053 41.22% 7.328%
4 7.300 709 717 729 rBVY 1013246 1818352 49.37% 8.777%
5 7.682 774 782 791 rBV 929839 1618730 43.95% 7.814%
6 8.158 854 863 872 rVB 152406 262387 7.12% 1.267%
7 8.481 910 918 925 rBV 630771 1106844 30.05% 5.343%
8 9.333 1055 1063 1073 rBvY 581470 1036886 28.15% 5.005%
9 10.977 1333 1343 1353 rBV 217354 389486 10.58% 1.880%
10 13.404 1748 1756 1766 rVB 1597279 2452210 66.58% 11.837%

11 14.220 1887 1895 1901 rBV 79817 116098 3.15% 0.560%
12 14.778 1984 1990 1998 rBV2 366108 602323 16.35% 2.907%
13 16.264 2236 2243 2252 rBV 1393027 2163017 58.73% 10.441%
14 17.527 2451 2458 2469 rVB 523377 808554 21.95% 3.903%
15 18.379 2595 2603 2613 rBV 93929 168382 4._.57% 0.813%

16 20.118 2893 2899 2905 rBvV 2770087 3682863 100.00% 17.777%
17 21.399 3112 3117 3138 rBV 193207 386669 10.50% 1.866%
18 21.810 3180 3187 3197 rVB 513246 893185 24.25% 4.311%

19 22.585 3314 3319 3323 rBv2 23661 42392 1.15% 0.205%

20 23.302 3435 3441 3450 rVB 31739 63016 1.71% 0.304%

21 23.502 3470 3475 3484 rVB4 23431 45402 1.23% 0.219%

22 24.136 3577 3583 3591 rVB3 34223 72152 1.96% 0.348%

23 25.182 3741 3761 3774 rBv3 280011 940526 25.54% 4 .540%

24 26.316 3944 3954 3962 rVB5 20504 65748 1.79% 0.317%
Sum of corrected areas: 20717038
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO030619\
Data File : BG039785.D

Aca On : 6 Mar 2019 13:29

Operator : JU/SJ

Sample : K1704-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

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

PST-028-SW063-022719

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Abundance

2500000
2000000
1500000
1000000 5.70

500000
3.21
Iz

TIC: BG039785.D

7.68

8.48

8.16

9.33

10.98

Time--> 3.50 4.00 450 500 550 6.00 6.50

e Sy, SMESMESENESMESUREE ML SR | St |

7.00 7.50 8.00 850 9.00 9.50 1000 1050 1100 1150 1200 1250

Abundance
2500000
2000000
13.40

1500000 16.26

1000000

500000 14.78

14.22

TIC: BG039785.D

17.53

18.38

20112

21.40

21.81

22.59

or—r—rr—rrrft e e

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

2500000
2000000
1500000
1000000

500000
25.18

232850 24.14 j\ 26.32

TIC: BG039785.D

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\HPCHEM1\BNA G\DATA\BGO030619\

Data File : BG039785.D

Aca On : 6 Mar 2019 13:29

Operator : JU/SJ

3?22 le K1704-07 PST-028-SW063-022719
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 2 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

3.28 5.35 ng 70181 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 45
3 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 25
4 Acetamide. N-ethvl- 87 C4HONO 000625-50-3 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance Scan 33 (3.282 min): BG039785.D (-29) (-) m/z 73.15 100.00%
7B ?
5000
43 55 87
| a0 ‘ | 3.203.30 3.403.503.60 3.70
0..,....,....,....,....,....,....,..'..,....-,....,....I m/z 43.15 36.20%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4492: Butane, 2-methoxy-2-methyl-
7B
43 55 3.203.303.403.503.60 3.70
87 m/z 87.25 28.41%
. N2 il | e eyl 101
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73
41 55 87 3.203.30 3.403.503.60 3.70
5000 m/z 55.15 28.15%
s M\ H‘ o«
"P"'I”" RN HEUNSUR SR
m/z--> 10 20 40 50 80 90 100
Abundance #7506: 2- Methyl 5 hexen 3-ol
73 3.203.30 3.403.503.60 3.70
55 m/z 45.15 15.19%
43
5000 f
m/z--> 10 20 30 ' % & % 80 90 100 ' 3.203.30 3.403.503.60 3.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO030619\

Data File : BG039785.D

Aca On : 6 Mar 2019 13:29

Operator : JU/SJ

3?22 le K1704-07 PST-028-SW063-022719
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 unknown7.68 Concentration Rank 1

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

7.68 123.39 ng 1618730 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 782 (7.682 min): BG039785.D (-774) (-) m/z 132.15 100.00%
132
5000 68
40 54 ‘ 75 % 0 740 7.60 7.80 8.00
Obrrprrrrrrrer e i e SRl 87w WS L Tm/z 68.15  44.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LRI I L I AL

7.40 7.60 7.80 8.00

0
314, 51 78 m/z 134.15 33.24%
o | Iy " 1. A I
R B R R B R e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
R B s e
7.40 7.60 7.80 8.00
5000 67 m/z 66.15 30.74%
41 53 97 117
| | 9 g9
o ”,....“...,?ﬂaiﬂ..4hn.§ﬁhhlh.ﬂh“h..u“.H.,?R?,..jq%gf.ﬂt..,.”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- B
132 7.40 7.60 7.80 8.00
m/z 69.15 17.50%
5000
63
L1528 3 =2 %77 90 1M g5 |
R B L R R BEARARAAREARRERERS R B s e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO030619\

Data File : BG039785.D

Aca On : 6 Mar 2019 13:29

Operator : JU/SJ

3?22 le K1704-07 PST-028-SW063-022719
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.38 4_.17 ng 168382 Phenanthrene-d10 17.53
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 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 80
5 Dodecanoic acid 200 C12H2402 000143-07-7 64
Abundance Scan 2603 (18.379 min): BG039785.D (-2595) (-) m/z 60.15 100.00%
3 78
5000 129 /t\wx&
’ 171 213 SRR B B
1115 | 143157717185199 | 207 256 18.00 18.20 18.40 18.60
(o} m/z 73.15 95 _35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129
18.00 18.20 18.40 18.60
m/z 43.25 91.74%
| lITJJ 143157171185199213
Ob e
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73
18,00 18.20 1840 1860
5000 m/z 57.25 83.60%
29
0 ..1.5,... .W..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid R R o
60 73 18.00 18.20 18.40 18.60
43 m/z 55.15 77 .90%
5000 129
29
oL 15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.IOO 18.|20 18.I40 18.|60 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO030619\

Data File : BG039785.D

Aca On : 6 Mar 2019 13:29

Operator : JU/SJ

3?22 le K1704-07 PST-028-SW063-022719
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 6 Heptadecyl heptafluorobutyrate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
21.40 8.66 ng 386669 Chrysene-di12 21.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
2 Cvcloeicosane 280 C20H40 000296-56-0 93
3 Behenic alcohol 326 C22H460 000661-19-8 93
4 1-Heptacosanol 396 C27H560 002004-39-9 91
5 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 91

Abundance Scan 3117 (21.399 min): BG039785.D (-3112) (-) m/z 57.20 100.00%
57
83
5000
139 21.00 21.20 21.40 21.60 21.80
N | 167 197 223 253 280 308 n/z 55 15 82 76%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57
5000
111 21.00 21.20 21.40 21.60 21.80
29 H “ m/z 43.20 81.46%
169
oLl AL " ;028 2 s
m/z--> 50 150 200 250 300 350 400
Abundance #127768: Cycloeicosane
g5
83
21.00 21.20 21.40 21.60 21.80
5000 m/z 83.25 62.72%
29 111
oL 11 J |139 168 196 224 252 280
m/z--> 50 100 150 200 250 300 350 400
Abundance #166292: Behenic alcohol e et
55 83 21.00 21.20 21.40 21.60 21.80
m/z 97.25 57.79%
5000 1
29
ol ‘ J ‘L1?911§7 196 224 252 280 308

II‘IIllIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIII

m/z--> 50 100 150 200 250 300 350 400 21. OO 21 20 21. 40 21. 60 21. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BGO030619\

Data File : BG039785.D

Acq On : 6 Mar 2019 13:29

Operator : JU/SJ

3?22 le - K1704-07 PST-028-SW063-022719
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_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]
Butane, 2-methoxy... 3.28 5.3 ng 70181 1 8.16 262387 20.0
unknown7 .68 7.68 123.4 ng 1618730 1 8.16 262387 20.0
n-Hexadecanoic acid 18.38 4.2 ng 168382 4 17.53 808554 20.0
Heptadecyl heptaf... 21.40 8.7 ng 386669 5 21.81 893185 20.0
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