LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG031819\
Data File : BG039988.D

Aca On : 19 Mar 2019 3:09

Operator : JU/SJ

Sample : K1930-01

Misc :

ALS Vial : 17 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 3.196 13 18 27 rBv 92188 181172 7.36% 1.116%
2 3.272 27 31 42 rVB 131488 195259 7.93% 1.203%
3 5.693 435 443 453 rVB 777996 1215971 49.41% 7.492%
4 7.296 706 716 731 rBV 828994 1506924 61.23% 9.285%
5 7.672 773 780 791 rVB 748480 1302152 52.91% 8.023%
6 8.142 853 860 872 rVB 148775 257616 10.47% 1.587%
7 8.471 908 916 925 rVB 501739 889873 36.16% 5.483%
8 9.323 1051 1061 1070 rBV 480577 855585 34.76% 5.272%
9 10.968 1332 1341 1348 rBV 208443 379405 15.42% 2.338%
10 13.394 1747 1754 1761 rVB 1153414 1742924 70.82% 10.739%

11 14.216 1888 1894 1899 rBV 87616 127675 5.19% 0.787%
12 14.768 1982 1988 1997 rVvB2 358300 574420 23.34% 3.539%
13 16.261 2234 2242 2254 rBV 1070406 1624497 66.01% 10.010%
14 17.518 2449 2456 2467 rVB 492906 747372 30.37% 4._.605%
15 18.364 2595 2600 2606 rBV3 33053 51817 2.11% 0.319%

16 20.108 2891 2897 2903 rBV 1885002 2461122 100.00% 15.164%
17 21.389 3110 3115 3125 rBV2 62936 128548 5.22% 0.792%
18 21.800 3177 3185 3192 rBV2 473521 819123 33.28% 5.047%

19 21.941 3205 3209 3214 rvB2 23655 35518 1.44% 0.219%
20 22.564 3311 3315 3320 rVvv3 29278 42587 1.73% 0.262%
21 22.634 3323 3327 3337 rVB3 15049 32765 1.33% 0.202%
22 23.281 3432 3437 3444 rVB3 34137 60215 2.45% 0.371%
23 24.115 3573 3579 3586 rVB3 38669 85524 3.48% 0.527%
24 25.102 3739 3747 3748 rBV2 30227 61214 2.49% 0.377%
25 25.160 3749 3757 3770 rVB 261120 766644 31.15% 4.724%
26 26.271 3939 3946 3956 rVvB4 28430 83615 3.40% 0.515%
Sum of corrected areas: 16229537
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG031819\
Data File : BG039988.D

Aca On : 19 Mar 2019 3:09

Operator : JU/SJ

Sample : K1930-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: BG039988.D
1500000
1000000
500000 8.4 9.32
ﬁ)ﬁ 814 10.97
O L BB i i I e e . e o o O B
Time--> 3.50 4.00 450 5.00 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG039988.D
20.11
1500000
13.39
16.26
1000000
500000 17.52 21.80
14.77
14.22 18.36 21.39 1.94 zztége
O o o . LI o o e e S LIS B e e e e e B EE R
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: BG039988.D
1500000
1000000
500000
25.16
2%;28 231\.11 25}10 26.27
(O B e o e e e e e e L i e e e e e e e R B e e e e e e e L e e e e  BEaaa
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\BG031819\
Data File : BG039988.D

Aca On : 19 Mar 2019 3:09

Operator : JU/SJ

Sample : K1930-01

Misc :

ALS Vial : 17 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 3

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

3.27 15.16 ng 195259 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 28
4 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 25
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 31 (3.272 min): BG039988.D (-27) (-) m/z 73.15 100.00%

| 168.6 3.203.303.40 3.50 3.60 3.70
0...,....',....,...'.,....,....,....,....,..'.. m/z 43.20 43.54%

m/z--> 20 60 80 100 120 140 160
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0

73.2
5000 432
87.2
Lgl |

5000 AL AL AL AL AR AL A
43.0 3.20 3.30 3.40 3.50 3.60 3.70
" 87.0 m/z 55.15 35.07%
29.0 ¥ |
ot 820 48 A
m/z--> 20 40 60 80 100 120 140 160
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73.0
4.0 &, 87.0 3.20 3.30 3.40 3.50 3.60 3.70
5000 | m/z 87.15 25.66%
27.0
o 140 ‘w ———— 7
m/z--> 20 40 60 80 100 120 140 160
Abundance #4398: Silane, ethyltrimethyl-
73.0 3.20 3.30 3.40 3.50 3.60 3.70

m/z 41.15 14 .34%

5000 59.0
87.0
43.0
290 | ‘ L 102.0
o e e

m/z--> 20 40 60 80 100 120 140 160 3.203.303.403.503.603.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG031819\
Data File : BG039988.D

Aca On : 19 Mar 2019 3:09

Operator : JU/SJ

Sample : K1930-01

Misc :

ALS Vial : 17 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 unknown7.67 Concentration Rank 1

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

7.67 101.09 ng 1302150 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 22
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16

Abundance Scan 780 (7.672 min): BG039988.D (-773) (-) m/z 132.10 100.00%
13R.1
5000 68.2
o1 s |\ .2 "7 760 780 800
Obrrprrrrprrer et b i S22 e A2 b || MZZ 68,15 44 .31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
5000 970 e L RS L AR
7.40 7.60 7.80 8.00
70.0 m/z 134.15 31.71%
310 440
0 L L 86.0 116.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
9.0 1000 "7k 7ko 780 860
5000 ' m/z 66.15 30.19%
3.0 510 ‘
0"P'“I”'W'““'h'M'”I”'H““'P'”I“'W'“'P'”I””I“'W'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole R T AARms mmE s L
132.0 7.40 7.60 7.80 8.00
m/z 69.15 17.40%
5000
104.0
ol 140 270 390 510 00770 g0 || 150 ||
mz-> 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\HPCHEMI\BNA G\DATA\BG031819\
Data File : BG039988.D

Aca On : 19 Mar 2019 3:09

Operator : JU/SJ

Sample : K1930-01

Misc :

ALS Vial : 17 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 Octacosyl heptafluorobutyrate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
21.39 3.14 ng 128548 Chrysene-di12 21.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosvl heptafluorobutvrate 606 C32H57F702 1000351-83-6 91
2 Hexacosvl trifluoroacetate 478 C28H53F302 1000351-75-0 91
3 Oxalic acid. isobutvl heptadecvl... 384 C23H4404 1000309-38-2 91
4 Tetracosvl heptafluorobutvrate 550 C28H49F702 1000351-83-7 91
5 Heptacosyl pentafluoropropionate 542 C30H55F502 1000351-81-6 91
Abundance Scan 3115 (21.389 min): BG039988.D (-3110) (-) m/z 57.15 100.00%
57.1
e JA/W/
M il 21/00 2120 2140 2160 2180
155.3 207.1 . . . . .
Obrrd bbb om0 s 2601 sset | M/Zz 43.15  76.57%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #241205: Octacosyl heptafluorobutyrate
57.0
5000 UL BRI SRR BN
11.0 21.00 21.20 21.40 21.60 21.80
m/z 55.20 63.55%
ob 11{690 236.0 292.0337.0 392.0437.0 588.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #232315: Hexacosy! trifluoroacetate
57.0
21.00 21.20 21.40 21.60 21.80
5000 110 m/z 83.15 46.60%
0 l 1167.0 2220 278.0 364.0409.0 460.0
m/z--> 50 100 150 200 250 300 350 460 4%0 500 550
Abundance #204545: Oxalic acid, isobutyl heptadecyl ester
57.0 21.00 21.20 21.40 21.60 21.80
m/z 71.20 43.96%
5000
V 11 283.0
Oty i |"'%5§ o 0""l"' LS SRS SRS SRRN SRR
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.20 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG031819\
Data File : BG039988.D

Aca On : 19 Mar 2019 3:09

Operator : JU/SJ

Sample : K1930-01

Misc :

ALS Vial : 17 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 Pentacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
24.11 2.23 ng 85524 Perylene-d12 25.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 87
2 5-Butvl-5-ethvlheptadecane 324 C23H48 1000360-43-0 80
3 Nonadecane 268 C19H40 000629-92-5 74
4 Tetracosane 338 C24H50 000646-31-1 72
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 72
Abundance Scan 3578 (24.109 min): BG039988.D (-3573) (-) m/z 57.20 100.00%
51.2
155.2183.2210 2 267 1 . 23. 80 24 00 24. 20 24 40
o....l,l. 51 "m/z 43.20 50.69%
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57.0
5000 85.0 U AU B
Bmmmmmmm
1130 m/z 85.25 46 .55%
o @Q||1J,L3Pm% 211.0239.0267.0295.0323.0352.0
m/z--> §o 100 1éo 260 2éo 360 3%0
Abundance #164585: 5-Butyl-5-ethylheptadecane
57.0
23.80 24.00 24.20 24.40
5000 85.0 m/z 71.25 45 .69%
113.0 155.0
m/z--> §o 160 150 200 250 300 3%0
Abundance #117636: Nonadecane
57.0 23.80 24.00 24.20 24.40
m/z 41.15 21.30%
5000 85.0
29.0 268.0
OuuL.‘.‘l‘.!.l‘.'lu‘.A.! “.J..‘.J.... . — S
m/z--> 50 100 150 200 250 300 350 23.80 24.00 24.20 24.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG031819\
Data File : BG039988.D

Aca On : 19 Mar 2019 3:09

Operator : JU/SJ

Sample : K1930-01

Misc :

ALS Vial : 17 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 7 Sulfurous acid, butyl octad... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
26.27 2.18 ng 83615 Perylene-di12 25.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. butvl octadecvl ... 390 C22H4603S 1000309-18-5 72
2 Hentriacontane 437 C31H64 000630-04-6 53
3 Tetradecane. 2-methvl- 212 C15H32 001560-95-8 53
4 Hexacosane 366 C26H54 000630-01-3 53
5 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 53
Abundance Scan 3946 (26.271 min): BG039988.D (-3939) (-) m/z 57.25 100.00%
51.3
5000

99 LI B L

l | J‘ | ] |, 15531911 266.3 26.00 26.20 26.40 26.60
oAl Lot e e e ey m/z 43.15 44 _.00%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #207558: Sulfurous acid, butyl octadecy! ester

57.0

5000 = Rt
26.00 26.20 26.40 26.60

7.0 m/z 71.20 34.28%
| 1  139.0 1830 2530 3179

O I o o o e e I A e e e LA I e |
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0
26.00 26.20 26.40 26.60
5000 m/z 85.20 34.22%
99.0
. || 1410 1830 2250 2670 3090 3510 43ne
I e e e L A e e I B
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #71400: Tetradecane, 2-methyl-
57.0 26.00 26.20 26.40 26.60
m/z 55.15 21.18%
5000
99.0 169.0
2.0 Al | em20
o r—rtyr -ttt e ey R e L R
m/z--> 0 50 100 150 200 250 300 350 400 26.00 26.20 26.40 26.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG031819\
Data File : BG039988.D

Acq On : 19 Mar 2019 3:09

Operator : JU/SJ

Sample - K1930-01

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 3.27 15.2 ng 195259 1 8.15 257616 20.0
unknown7 .67 7.67 101.1 ng 1302150 1 8.15 257616 20.0
Octacosyl heptafl... 21.39 3.1 ng 128548 5 21.80 819123 20.0
Pentacosane 24_11 2.2 ng 85524 6 25.16 766644 20.0
Sulfurous acid, b... 26.27 2.2 ng 83615 6 25.16 766644 20.0
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