LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043904.D

Aca On > 4 Jan 2020 1:48

Operator :© JU

Sample = K6449-05

Misc :

ALS Vial : 18 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-BG123019.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 3.147 5 10 28 rVB 2264156 3369443 34.96% 5.793%
2 5.074 331 338 349 rVB 328429 517707 5.37% 0.890%
3 5.544 411 418 427 rBV 1632002 2613983 27.12% 4.494%
4 7.130 679 688 698 rBY 1227804 2137968 22.18% 3.676%
5 7.501 743 751 759 rBVY 2564608 4411093 45.76% 7.584%
6 7.965 823 830 838 rBV 471600 791355 8.21% 1.361%
7 8.288 876 885 893 rBY 1852565 3268091 33.91% 5.619%
8 9.116 1018 1026 1037 rBVvV 1590827 2891344 30.00% 4_.971%
9 9.580 1099 1105 1113 rBV 111925 196909 2.04% 0.339%
10 10.761 1298 1306 1315 rBvV 659024 1204475 12.50% 2.071%

11 13.217 1717 1724 1739 rVB 4125279 6738266 69.91% 11.585%
12 14.046 1855 1865 1870 rBV 288619 448405 4._.65% 0.771%
13 14.251 1895 1900 1906 rVB2 92840 145322 1.51% 0.250%
14 14.592 1952 1958 1966 rVV 1149969 1797336 18.65% 3.090%
15 16.079 2205 2211 2228 rBV 3654149 5831784 60.50% 10.026%

16 17.336 2418 2425 2434 rBV 1395522 2144244 22 _.25% 3.687%
17 18.247 2575 2580 2587 rBvV2 125333 228995 2.38% 0.394%
18 19.956 2864 2871 2876 rBV 6897901 9638848 100.00% 16.572%
19 20.767 3006 3009 3013 rVB 122154 134929 1.40% 0.232%
20 21.255 3087 3092 3105 rBV 1154686 1800501 18.68% 3.096%

21 21.584 3143 3148 3156 rVB2 1306827 2138686 22.19% 3.677%
22 21.807 3182 3186 3193 rVB 260962 370332 3.84% 0.637%
23 22.407 3283 3288 3295 rBV2 321036 575660 5.97% 0.990%
24 23.088 3398 3404 3412 rVB 338826 638851 6.63% 1.098%
25 23.875 3532 3538 3546 rBV2 339496 693313 7.19% 1.192%

26 24.716 3672 3681 3690 rBV2 768139 2178166 22.60% 3.745%
27 24.810 3690 3697 3707 rVB2 282021 695048 7.21% 1.195%
28 25.914 3877 3885 3895 rvB2 212730 563545 5.85% 0.969%

Sum of corrected areas: 58164599
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043904.D

Aca On > 4 Jan 2020 1:48

Operator :© JU

Sample - K6449-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance -
7000000 TIC: BG043904.D

6000000
5000000
4000000

3000000
7.50

2000000 5.54 8.29 9.12

1000000 10.76

7.96
5.07 9.58

Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 1150 1200 1250

Abundance
7000000 TIC: BG043904.D Lo

6000000

5000000

13.22
4000000 16.08

3000000

2000000
17.34 21.2%1.58

14.59 y
1000000 A J h gl 2241
1.81 .
14. 20.77
L Agﬁ o5 18.25 |

O R B B B B o o o o e o o LA s o e TR A e

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 1650 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 2250
Abundance TIC: BG043904.D

6000000
5000000
4000000
3000000
2000000

1000000 24.72

23.09 23.88 %\81 25.91
A\ A A

O P T T T T e T T T T T e T e e T 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\BG010320\
Data File : BG043904.D

Aca On > 4 Jan 2020 1:48

Operator :© JU

Sample - K6449-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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.

3.15 85.16 ng 3369440 1,4-Dichlorobenzene-d4 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 50
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 35
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 11 (3.153 min): BG043904.D (-5) (-) m/z 73.10 100.00%
7B
5000 43
55 87
101 117 "™ 3.20 3.30 3.40 3.50 3.60
0 R PR | 1 . m/z 43.10  38.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000 HES IR U IR AR U
43 3.20 3.30 3.40 3.50 3.60
‘ 55 87 m/z 87.10 27.26%
0'”'Pd”J”'W'”'P'”I”'W'”'P'”I”"'”"'”I””I”
m/z--> 20 80 100 120 140 160 180 200 220 240
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
7B
41 o 87 3.20 3.30 3.40 3.50 3.60
5000 m/z 55.10 25.98%
29
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #1877: Acetamide, N-ethyl-
30 3.20 3.30 3.40 3.50 3.60
m/z 41.10 12.49%
5000 43 87
15 72
0'”'PM””'”?ﬁ'LI”'W'”'P'”I”'W'“'""'”'P'”I”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043904.D

Aca On > 4 Jan 2020 1:48

Operator :© JU

Sample - K6449-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.07 13.08 ng 517707 1,4-Dichlorobenzene-d4 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 23
3 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 23
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 337 (5.068 min): BG043904.D (-331) (-) m/z 43.05 100.00%
43
59
5000
1 480 500 520 540
o & 85 n/z 59.10 53.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RN AN LS LR UL

4.80 5.00 5.20 5.40
m/z 101.10 18.91%

15 101
ol |l | go 83
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43
A e mae
4.80 5.00 5.20 5.40
5000 m/z 58.10 16.11%
101
2 70
0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #4488: Propane, 1-ethoxy-2-methyl- R E e o
31 59 4.80 5.00 5.20 5.40
m/z 41.05 9.63%
5000
L‘ 102
o.nw“”“”w””“”q””.”w””“”w””“”..”.””.”w””.”q”” A masL RaR NS EEER
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043904.D

Aca On > 4 Jan 2020 1:48

Operator :© JU

Sample - K6449-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 unknown-01 Concentration Rank 1

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

7.50 111.48 ng 4411090 1,4-Dichlorobenzene-d4 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 22
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 1l-Isoaquinolinemethanol. .alpha.-... 191 C12H17NO 114608-92-3 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10

Abundance Scan 751 (7.501 min): BG043904.D (-743) (-) m/z 132.00 100.00%
32
5000 68
96 U U UL L R
40 54 7.20 7.40 7.60 7.80
0 8 397 A—_ N 22 m/z 68.10 44._87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14491: 5-Aminoindole
132
5000 U U L R R
7.20 7.40 7.60 7.80
104 m/z 134.00 35.42%
14 27 30 51 77 g ||115
m/z--> 20 40 60 86 100 120 140 160 180 200 220
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
720 7.40 7.60 7.80
5000 67 m/z 66.10 29.75%
97
‘ ‘ 3 ‘ 117
0 ...|....“i“..“.‘.|“.“l‘.‘.“|‘..‘.‘ﬁ|....“|..H.|....|.... A aa
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53851: 1-Isoquinolinemethanol, .alpha.-ethyl-1,2,3,4-tetr... s A
132 7.20 7.40 7.60 7.80
m/z 69.05 18.40%
5000
105
o 31 51 65 77 o1 oM’ || 144 159 173 190
m/z--> 20 40 60 8 100 120 140 160 180 200 220 720 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043904.D

Aca On > 4 Jan 2020 1:48

Operator :© JU

Sample - K6449-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 3,3-Dimethylheptanoic acid Concentration Rank 12

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

9.58 3.27 ng 196909 Naphthalene-d8 10.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.3-Dimethvlheptanoic acid 158 C9H1802 067061-30-7 59
2 Hexanoic acid. 3.5.5-trimethvl-.... 512 C30H5606 056554-53-1 49
3 Hexanoic acid. 3.5.5-trimethvl- 158 C9H1802 003302-10-1 47
4 Hexanovl chloride. 3.5.5-trimethvl- 176 C9H17CIO 036727-29-4 43
5 3-Cyclopentylpropionic acid, 2-b... 198 C12H2202 1000293-36-5 38

Abundance Scan 1105 (9.580 min): BG043904.D (-1099) (-) m/z 57.10 100.00%
57
5000 83
3 \ 103 125 267 920 940 9.60 9.80
143 355 : : : :
- m-l Lof Pe8 are 207 a9 | s 5% m/z 83.10 51.01%
m/z--> 50 100 150 200 250 300 350
Abundance #30216: 3,3-Dimethylheptanoic acid
57
5000 83 L L R
9.20 9.40 9.60 9.80
29 m/z 41.05 40.91%
| 125143
0 o T e e [ B e O
m/z--> 50 100 150 200 250 300 350
Abundance #236512: Hexanoic acid, 3,5,5-trimethyl-, 1,2,3-propanetri...
57
9.20 9.40 9.60 9.80
5000 83 m/z 56.05 26 .60%
29 103
o | 123"1150177 199 227 256274 355
m/z--> 50 100 150 200 250 300 350
Abundance #30257: Hexanoic acid, 3,5,5-trimethyl-
57 9.20 9.40 9.60 9.80
m/z 73.05 26 .40%
5000 83
29
o m m 255
m/z--> 50 100 1&'30 200 250 300 350 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043904.D

Aca On > 4 Jan 2020 1:48

Operator :© JU

Sample - K6449-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 n-Hexadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.25 2.14 ng 228995 Phenanthrene-d10 17.34
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 81
4 Octadecanoic acid 284 C18H3602 000057-11-4 68
5 Tridecanoic acid 214 C13H2602 000638-53-9 64

Abundance Scan 2581 (18.253 min): BG043904.D (-2575) (-) m/z 43.10 100.00%

5000

B
W
~
w

213

18.00 18.20 18.40 18.60
m/z 73.00 94.07%

157171135199

281
o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid
43 73

=5

5000{ 29 256 LA L L L Y L L B
18 00 18. 20 18. 40 18 60

m/z 60.10 79 .64%

21
143157171]_85199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95855: Pentadecanoic acid
43 57 73
e
18.00 18.20 18.40 18.60
5000 - m/z 41.10 74 .19%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid e AR EREEE EE S
73 18.00 18.20 18.40 18.60
m/z 57.10 60.45%
43 5
5000 129
185 228
115
01 143157171 ‘ ‘
Al O e
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\BG010320\
Data File : BG043904.D

Aca On > 4 Jan 2020 1:48

Operator :© JU

Sample - K6449-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG123019.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 7 5-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.26 16.84 ng 1800500 Chrysene-di12 21.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 99
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 94
3 1-Heneicosanol 312 C21H440 015594-90-8 94
4 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 93
5 n-Tetracosanol-1 354 C24H500 000506-51-4 93
Abundance Scan 3093 (21.261 min): BG043904.D (-3087) (-) m/z 57.10 100.00%
57 g3
5000 ’\
111
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—ﬁ
139 21.00 21.20 21.40 21.60
oL 4 il J | l 1159168 106 222 250277 304326 357 429 4390 o1.08%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127769: 5-Eicosene, (E)-
55
83
5000 UL AN SN B B
21.00 21.20 21.40 21.60
29 Jlui m/z 83.10 83.24%
0 J | I , l 1139 167 196 223 252 280
m/z--> 50 100 150 200 250 300 350 400
Abundance #205392: Trichloroacetic acid, hexadecy! ester
4
69 LN SN B B
21.00 21.20 21.40 21.60
5000 m/z 55.10 80.65%
125
o 153 196 224
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol R e e
55 83 21.00 21.20 21.40 21.60
m/z 97.05 73 .36%
5000 111
29
oLl ‘ | 1 1130 167 106 238 266 204
m/z--> 50 100 150 200 250 300 350 400 21.00 21.20 21,40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043904.D

Aca On > 4 Jan 2020 1:48

Operator :© JU

Sample - K6449-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 8 Heptadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.81 3.46 ng 370332 Chrysene-di12 21.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Tritetracontane 605 C43H88 007098-21-7 91
3 Sulfurous acid. butvl dodecvl ester 306 C16H3403S 1000309-17-9 91
4 Docosane 310 C22H46 000629-97-0 90
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 3186 (21.807 min): BG043904.D (-3182) (-) m/z 57.10 100.00%
g7
%9 21.40 2160 21.80 22.00 22.20
141 : : : : :
ob A ML Ly 1, 183213 240270800 355 401 0 Chgo 771010 66.58%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #94346: Heptadecane
5000 N AL AR AN
21140 21,60 21.80 22.00 22.20
99 m/z 43.10 65.37%
o 2 141 183 240
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane
57
21.40 2160 21.80 22.00 22.20
5000 m/z 85.10 50.94%
97
0 ) 141 183 225 267 323 379 421 463 505 547 604
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #149369: Sulfurous acid, butyl dodecy! ester T T T T T
57 21.40 21.60 21.80 22.00 22.20
m/z 41.10 25.29%
- ﬁhqwj&WA#M“WJ\”“MAFWWWNVVWM
0 26) | |17, 169 5p1
mz-> 0 50 100 1éo 200 250 300 350 400 450 500 550 600 21140 21,60 21.80 22.00 22.20

8270-BG123019.M Mon Jan 06 14:46:09 2020 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043904.D

Aca On > 4 Jan 2020 1:48

Operator :© JU

Sample - K6449-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 9 Eicosane, 10-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.41 5.38 ng 575660 Chrysene-di12 21.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Tridecane. l-iodo- 310 C13H271 035599-77-0 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Tricosane 324 C23H48 000638-67-5 91
Abundance Scan 3289 (22.412 min): BG043904.D (-3283) (-) m/z 57.10 100.00%
sl
5000 \
i 22.00 22.20 22.40 22.60 22.80
141 : : : : :
o188 225 282 320 ss0 S0 69, 97
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141431: Eicosane, 10-methyl-
s7
5000 UV AU UAN
22.00 22,20 22.40 22.60 22.80
J m/z 43.10 65.99%
0 J;, l. 197 239 281
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57
22.00 22.20 22.40 22.60 22.80
5000 m/z 85.10 47 .54%
97
ol 26 ] |, 141 183 225 267 309 351 393 435 491 535 574 617
mz-> 0 50 100 1éo 200 250 300 350 400 450 500 550 600
Abundance #152416: Tridecane, 1-iodo- R AR RS S e
57 22.00 22.20 22.40 22.60 22.80
m/z 55.05 25.67%
- M‘J\W‘v
99 183
oL 2600117 141 ] 310
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 22.00 22.20 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043904.D

Aca On > 4 Jan 2020 1:48

Operator :© JU

Sample - K6449-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 10 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

23.09 5.97 ng 638851 Chrysene-di12 21.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tridecane. 6-propvl- 226 C16H34 055045-10-8 87
3 Hexatriacontane 507 C36H74 000630-06-8 80
4 Heptacosane 380 C27H56 000593-49-7 80
5 Tetracosane 338 C24H50 000646-31-1 80

Abundance Scan 3404 (23.088 min): BG043904.D (-3398) (-) m/z 57.10 100.00%

5000
_'_'_'—l_'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'_

141 22.80 23.00 23.20 23.40
o 169197 225253281309 355 m/z 71.10 73250

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141426: Heneicosane

-

5000
22.80 23.00 23.20 23.40
m/z 43.10 64.74%
29 113
o | 141169197 225253 296
L e e o A B e e o B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #83030: Tridecane, 6-propyl-
43
71 R AR EEEE
22.80 23.00 23.20 23.40
5000 m/z 85.05 57.71%
99 126154 183
N
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane B O B L L
22.80 23.00 23.20 23.40
m/z 55.10 23.23%
5000

-

113141169197 225253 281309337 379 421449477 506
g I I I I
miz—-> 0 50 100 150 200 250 300 350 400 450 500 22.80 23.00 23.20 23.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043904.D

Aca On > 4 Jan 2020 1:48

Operator :© JU

Sample - K6449-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 11 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

23.88 6.37 ng 693313 Perylene-d12 24.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Heptadecane 240 C17H36 000629-78-7 93
3 Octacosane 394 C28H58 000630-02-4 90
4 Tetracosane 338 C24H50 000646-31-1 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87

Abundance Scan 3539 (23.881 min): BG043904.D (-3532) (-) m/z 57.10 100.00%

7

5000

)

141 169 23 60 23. 80 24 00 24 20
o 189211 239 261282303323 369 402 m/z 71.10 71.89%

m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57
85

5000 L B L B N
23 60 23. 80 24 00 24 20

m/z 43.10 62.42%

29 141
LB m e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #94346: Heptadecane
57

85 23.60 23. 80 24 00 24.20
5000 m/z 85.10 55.34%
29
| |13 141 169 197 240
L o A
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane T TR T

57 23.60 23.80 24.00 24.20
m/z 55.10 22 .76%

- I ML
29
|| M2 141 169 197 225 253 281 309 337 365 394

(PP B i R i S NS S B S R BT SRR S

T
m/z--> 50 100 150 200 250 300 350 400 23 60 23. 80 24 00 24 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043904.D

Aca On > 4 Jan 2020 1:48

Operator :© JU

Sample - K6449-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 12 Tridecane, 6-propyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
24 .81 6.38 ng 695048 Perylene-d12 24 .72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 6-propvl- 226 C16H34 055045-10-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
5 Eicosane 282 C20H42 000112-95-8 90
Abundance Scan 3697 (24.810 min): BG043904.D (-3690) (-) m/z 57.10 100.00%
57
85
5000
113 24.40 24.60 24.80 25.00 25.20
141 169
ol A .U|, Ly 197 225 267296 325351 430 | n/z 71.10  74.56%
m/z--> 50 100 150 200 250 300 350 400
Abundance #83030: Tridecane, 6-propyl-
48
71
5000
24.40 24.60 24.80 25.00 25.20
m/z 43.10 59.74%
99 126 154 183
U f“'ﬁ'*ﬂ'k'|h"L|'%2§'|""|""|""|""
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
o 24.40 24.60 24.80 25.00 25.20
5000 m/z 85.10 55.32%
29 113
oL L. ||| 177,241 169 107 225 253 206
m/z--> 55 160 1%0 260 250 360 3éo 460
Abundance #175559: Tetracosane
57 24.40 24.60 24.80 25.00 25.20
m/z 55.10 23.32%
85
5000
29
oL T L) | f7)°,241 169 197 225 253 338
m/z--> 5'0 1(')0 1&1;0 2(')0 251;0 3(')0 3éo 4(')0 24.'40 24.|60 24.I80 25.'00 25.'20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043904.D

Aca On > 4 Jan 2020 1:48

Operator :© JU

Sample - K6449-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 13 Tridecane, 7-hexyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
25.91 5.17 ng 563545 Perylene-di12 24.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 7-hexvl- 268 C19H40 007225-66-3 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
Abundance Scan 3884 (25.908 min): BG043904.D (-3877) (-) m/z 57.10 100.00%
57
5000 85
113
141 207 25.60 25.80 26.00 26.20
ol 3l L) ‘|, Loy 10918877 237 206 295317 857 | nzu 7110  72.97%
m/z--> 50 100 150 200 250 300 350
Abundance #117640: Tridecane, 7-hexyl-
57
29
5000 85
25.60 25.80 26.00 26.20
182 m/z 43.10 64 .31%
Lol b i am | o g o
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
o 25.60 25.80 26.00 26,20
5000 m/z 85.10 49.68%
29 113
ol L J 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57 25.60 25.80 26.00 26.20
m/z 55.10 23.56%
5000 85
oL S J Lo dlﬁ3‘J1§1 169 197 %3 567 204 323 352
m/z--> 50 100 150 200 250 300 350 25.60 25.80 26.00 26.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG010320\
Data File : BG043904.D

Acq On > 4 Jan 2020 1:48

Operator : JU

Sample - K6449-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG123019.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... 3.15 85.2 ng 3369440 1 7.96 791355 20.0
2-Pentanone, 4-hy... 5.07 13.1 ng 517707 1 7.96 791355 20.0
unknown-01 7.50 111.5 ng 4411090 1 7.96 791355 20.0
3,3-Dimethylhepta. .. 9.58 3.3 ng 196909 2 10.77 1204480 20.0
n-Hexadecanoic acid 18.25 2.1 ng 228995 4 17.34 2144240 20.0
5-Eicosene, (E)- 21.26 16.8 ng 1800500 5 21.58 2138690 20.0
Heptadecane 21.81 3.5 ng 370332 5 21.58 2138690 20.0
Eicosane, 10-methyl- 22.41 5.4 ng 575660 5 21.58 2138690 20.0
Heneicosane 23.09 6.0 ng 638851 5 21.58 2138690 20.0
Eicosane 23.88 6.4 ng 693313 6 24.72 2178170 20.0
Tridecane, 6-propyl- 24.81 6.4 ng 695048 6 24.72 2178170 20.0
Tridecane, 7-hexyl- 25.91 5.2 ng 563545 6 24.72 2178170 20.0
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