LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082819\
Data File : BG042541.D

Aca On : 28 Aug 2019 20:36

Operator : HP/JU

Sample - K4536-05

Misc :

ALS Vial : 7 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\HPCHEM1I\BNA G\METHODS\8270-BG082219 .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 3.120 3 5 17 rVB 546208 797417 32.25% 5.805%
2 5.558 413 420 435 rBV 473011 787258 31.84% 5.731%
3 7.162 685 693 710 rBV 455431 848952 34.33% 6.180%
4 7.532 748 756 772 rBV 511506 888137 35.92% 6.465%
5 7.996 828 835 844 rVB 110705 183808 7.43% 1.338%
6 8.325 883 891 903 rBV 402877 697836 28.22% 5.080%
7 9.166 1027 1034 1048 rBV 257137 491287 19.87% 3.576%
8 10.823 1309 1316 1331 rBV 123976 235417 9.52% 1.714%
9 13.278 1726 1734 1749 rBV 767211 1260166 50.96% 9.174%
10 14.107 1868 1875 1885 rBvV 145925 253119 10.24% 1.843%

11 14.659 1962 1969 1980 rBV 225199 371191 15.01% 2.702%
12 16.152 2216 2223 2239 rBV 766755 1330835 53.82% 9.688%
13 17.409 2429 2437 2448 rBV2 326958 530593 21.46% 3.863%
14 20.023 2876 2882 2894 rBV 1812853 2472816 100.00% 18.002%
15 20.329 2927 2934 2937 rVB2 19021 26972 1.09% 0.196%

16 21.328 3098 3104 3124 rBV2 151990 323178 13.07% 2.353%
17 21.686 3158 3165 3178 rVB2 443454 774673 31.33% 5.639%
18 21.880 3193 3198 3203 rBV2 44893 65204 2.64% 0.475%
19 21.933 3203 3207 3215 rVBS8 22027 39443 1.60% 0.287%
20 22.491 3297 3302 3308 rBV 56457 104936 4.24% 0.764%

21 23.190 3414 3421 3430 rBV 66874 132651 5.36% 0.966%
22 24.001 3552 3559 3567 rVB2 52379 114447 4.63% 0.833%

23 24.930 3705 3717 3737 rBV2 287413 956230 38.67% 6.961%
24 26.105 3911 3917 3926 rVB4 17702 50067 2.02% 0.364%

Sum of corrected areas: 13736633
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG082819\
Data File : BG042541.D

Aca On : 28 Aug 2019 20:36

Operator : HP/JU

Sample : K4536-05

Misc :

ALS Vvial :© 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219.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: BG042541.D

1500000

1000000

.12
7.53
5.56
500000 . 8.33

8.00 10.82

e e SINSU SRR | SIUSURSHESRSRERFRUESS & SUNEA WSS R VRIS RS L SRS L

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: BG042541.D

20.02

1500000

1000000
13.28 16.15

500000 21.69
17.41

wun % 21.33
20.23 ouag 2249

O LA I e e i o LB B e L LI i i B e e R EEE

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: BG042541.D

1500000
1000000

500000
24.93

23.19 24.00 J\
- 4.0 26.10

T T T T T T e e e e e e e e e e e

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\HPCHEMI1\BNA G\DATA\BG082819\
Data File : BG042541.D

Aca On : 28 Aug 2019 20:36

Operator : HP/JU

Sample - K4536-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 2

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

3.12 86.77 ng 797417 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 90
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 43
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance Scan 5 (3.120 min): BG042541.D (-3) (-) m/z 73.10 100.00%
3
5000 /\\\_
4 55 87 A
3.20 3.30 3.40 3.50
0..,....,..3.6.',|:‘.'.‘.‘?..|..,‘?3...,|.:..,....,....,....,....,....,.... m/z 43.10 29.67%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 A NAREE SR AR LR
43 3.20 3.30 3.40 3.50
55 87 m/z 87.10 25.73%
0 ?9 35 || | 67 ||, 80
mz-> % 3 40 50 80 70 8 % 100 110 130 1%
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 HR I S R AR
3.20 3.30 3.40 3.50
5000 55 m/z 55.10 24 _73%
J L 79 |97 112 129 /\\\
0“|“'w'“'w'“|“'w'“' U UL B B S R
m/z--> 20 70 8 90 100 110 120 130
Abundance #4436. Pentane, 3-methoxy- R EaRmmasmmmE R
73 3.20 3.30 3.40 3.50
m/z 71.10 10.75%
5000
45
29
ol 39| 5 67 | 101 /\
m/z--> 20 30 40 50 60 7'0 80 90 100 110 120 130 320 3.30 3.40 350
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082819\
Data File : BG042541.D

Aca On : 28 Aug 2019 20:36

Operator : HP/JU

Sample - K4536-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.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 unknown7.53 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.53 96.64 ng 888137 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Xenon 132 Xe 007440-63-3 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
Abundance Scan 756 (7.532 min): BG042541.D (-748) (-) m/z 132.00 100.00%

132
5000
68

96
40 54 | 103 720 7.40 7.60 7.80
48 62
O a8 2 U P e [ s W w7z 134.00  32.78%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LA L L L L L L BB |
7.20 7.40 7.60 7.80
78 m/z 68.10 32.10%
31
38 44
o | [T “ 1L I
I o o o o L e S L e
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
s L e
7.20 7.40 7.60 7.80
5000 67 m/z 66.10 21.16%
41 53 97 117
79
0 34 “‘ ‘\ ! 61\“\‘ L1l 89 L, 103110 (124 |||
T e T T P e e T e T T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14560: Xenon
132 7.20 7.40 7.60 7.80

m/z 69.10 13.31%

5000
66
12
L S — .1

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082819\
Data File : BG042541.D

Aca On : 28 Aug 2019 20:36

Operator : HP/JU

Sample - K4536-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 1-Nonadecene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
2133 8.3ang 323178  Chrysene-di2 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 1-Nonadecene 266 C1OH38 018435-45-5 99
2 1-Octadecene 252 C18H36 000112-88-9 95

3 Pentafluoropropionic acid. hepta... 402 C20H35F502
4 Heptafluorobutvric acid. hexadec... 438 C20H33F702

5 Heneicosyl heptafluorobutyrate

508 C25H43F702

959218-78-1 94
006385-15-5 94
1000351-83-8 94

Abundance Scan 3104 (21.328 min): BG042541.D (-3098) (-) m/z 57.10 100.00%
57
83
5000 11
21.00 21.20 21.40 2160
139 . . . .
167 196
O S 221 208 355 m/z 43.10 76.30%
m/z--> 50 100 150 200 250 300 350
Abundance #115906: 1-Nonadecene
43 97
69
5000 LA L L L L L L LB |
21.00 21.20 21.40 21.60
125 m/z 55.10 73.98%
oL15 | ] 1,154 182 210 238 266
- T T T T T 0 I T T 17T L T I T 17T I L I T T
m/z--> 50 100 150 200 250 300 350
Abundance #104183: 1-Octadecene
43
83 L e L ILELI i i e
21.00 21.20 21.40 21.60
5000 m/z 83.05 64.72%
111
252
AU R DU TR
m/z--> 50 100 150 200 250 300 350
Abundance #212865: Pentafluoropropionic acid, heptadecyl ester I e AR EEEEE R
5[7 21.00 21.20 21.40 21.60
o7 m/z 97.05  60.21%
5000
29 125
0 J \\} 154 182 210 238 283 384
e e T  E RARREEE S R
m/z--> 50 100 150 200 250 300 350 21. 00 21 20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082819\
Data File : BG042541.D

Aca On : 28 Aug 2019 20:36

Operator : HP/JU

Sample - K4536-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.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 Octadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

22 .49 2.71 ng 104936 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Docosane 310 C22H46 000629-97-0 91
5 Hexacosane 366 C26H54 000630-01-3 91

Abundance Scan 3302 (22.491 min): BG042541.D (-3297) (-) m/z 57.10 100.00%

5000

113 141 169 207 22.20 22.40 22.60 22.80

252 281

0! m/z 71.10 64 .68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #105886: Octadecane
5000 LA L L L L L L L

22. 20 22. 40 22. 60 22. 80
m/z 43.10 58.21%

113 141 169 197 995 254

0!
m/z--> 50 100 150 200 250 300 350 400
Abundance #175556: Tetracosane
57
S R s Ema T
85 22.20 22.40 22.60 22.80
5000 m/z 85.10 56.43%
29
113 141
oL L—b ‘] J H d 4y ‘\169 197 2?5 253 281 309 338
e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane e L RE RS L
57 22.20 22.40 22.60 22.80
m/z 55.05 22.66%
- I M4WW¢M®www”v]\kVvamimeWm
113
ol29) || J | 141 169 197 225 253 281 309 337 365 393 422
A A e e e e R B AR
m/z--> 50 100 150 200 250 300 350 400 22. 20 22. 40 22. 60 22. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082819\
Data File : BG042541.D

Aca On : 28 Aug 2019 20:36

Operator : HP/JU

Sample - K4536-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.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 Heptacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.19 3.42 ng 132651 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
4 Heneicosane. 1ll-decvl- 437 C31H64 055320-06-4 90
5 Heptadecane 240 C17H36 000629-78-7 90
Abundance Scan 3421 (23.190 min): BG042541.D (-3414) (-) m/z 57.10 100.00%
g7
5000
RIS SRS BN B
127 155 183 907 281 22.80 23.00 23.20 23.40 23.60
0....l,% .‘|,.'.AL.‘-,.~. S s e ¥ | Tw/z 71.05  63.54%
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57
5000 85 AU AR N
22.80 23.00 23.20 23.40 23.60
m/z 43.10 55.05%
29 113 14
oL i j N 169 197 225 253 281 309 337 380
m/z--> 50 100 1éo 260 250 300 350
Abundance #175556: Tetracosane
57
85 22:80 23.00 23.20 23.40 23.60
5000 m/z 85.05 52.04%
29
Ll e 0 197 25 250 21 0 39
m/z--> 50 100 150 200 250 300 350
Abundance #194499: Eicosane, 7-hexyl- T T e
57 22.80 23.00 23.20 23.40 23.60
m/z 55.10 26.68%
- I ~V$4wam$¢w«“/\MMvmemwﬂwwdw
ol 38 J | | dlﬁ3‘141 182 211 52 281 308 337
m/z--> 50 100 150 200 250 300 350 22.80 23.00 23.20 23.40 23.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082819\
Data File : BG042541.D

Aca On : 28 Aug 2019 20:36

Operator : HP/JU

Sample - K4536-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.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 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

24 .00 2.39 ng 114447 Perylene-d12 24 .93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Eilcosane 282 C20H42 000112-95-8 90
3 Triacontane 422 C30H62 000638-68-6 87
4 Hexadecane. l1l-i1odo- 352 C16H33l1 000544-77-4 87
5 Hentriacontane 437 C31H64 000630-04-6 87

Abundance Scan 3559 (24.001 min): BG042541.D (-3552) (-) m/z 57.10 100.00%

5000

BN

23.60 23.80 24.00 24.20 24.40
m/z 71.10 62 .52%

113
141 169

0 211 239 267

m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
97
5000 85 LIS B L B L L L L L LB
23. 60 23. 80 24 00 24. 20 24. 40
m/z 43.10 57.92%
29 113
oL |y ﬂ [ 141,169 197 225 253 295 323 367
et N T LA e e R SR w e
m/z--> 50 100 150 200 250 300 350 400
Abundance #129491: Eicosane
57
R e REREE R
23.60 23.80 24.00 24.20 24.40
5000 85 m/z 85.10 55.74%
29
o A || (113,141 169 197 225 p53 282
L LA o e o L I B e o o o o B
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane B e
57 23.60 23.80 24.00 24.20 24.40
m/z 55.10 21.22%
” T /\vmﬁﬂhtwﬂuwm/\VkﬂMWWWMMMMJM
113
ol29) || J | 141 169 197 225 253 281 309 337 365 393 422
T A e o e I L e e B B B R e e e
m/z--> 50 100 150 200 250 300 350 400 23. 60 23. 80 24 00 24. 20 24. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG082819\
Data File : BG042541.D

Acq On : 28 Aug 2019 20:36

Operator : HP/JU

Sample - K4536-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082219_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... 3.12 86.8 ng 797417 1 8.00 183808 20.0
unknown7 .53 7.53 96.6 ng 888137 1 8.00 183808 20.0
1-Nonadecene 21.33 8.3 ng 323178 5 21.69 774673 20.0
Octadecane 22.49 2.7 ng 104936 5 21.69 774673 20.0
Heptacosane 23.19 3.4 ng 132651 5 21.69 774673 20.0
Hexacosane 24 .00 2.4 ng 114447 6 24.93 956230 20.0
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