LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG100719\
Data File : BG043074.D

Acq On : 7 Oct 2019 19:10

Operator : JU

Sample - K5154-22

Misc :

ALS Vial : 11 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_G\METHODS\8270-BG092519_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 height area % max. total
1 3.167 7 13 21 rBV 222977 424088 7 .85% 1.718%
2 3.243 21 26 42 rVB 526718 804243 14.88% 3.259%
3 4.783 283 288 296 rvB3 39018 66731 1.23% 0.270%
4 5.640 424 434 446 rBY 508824 858404 15.89% 3.478%
5 7.227 695 704 721 rBV 348632 684253 12.66% 2.772%
6 7.597 758 767 778 rBVY 817962 1459807 27.02% 5.915%
7 8.055 837 845 852 rBvY 162357 279687 5.18% 1.133%
8 8.378 893 900 909 rBVY 592109 1067609 19.76%  4.326%
9 9.219 1034 1043 1053 rBY 511563 939466 17.39% 3.806%
10 10.858 1316 1322 1332 rBY 208963 380325 7.04% 1.541%

11 13.302 1731 1738 1751 rBV 1595579 2495796 46.19% 10.112%
12 14.125 1870 1878 1886 rBV 122665 183745 3.40% 0.744%
13 14.677 1965 1972 1981 rBV 409601 646217 11.96% 2.618%
14 16.163 2216 2225 2243 rBV 1685880 2600787 48.13% 10.538%
15 17.421 2432 2439 2447 rBV 592218 918844 17.00% 3.723%

16 17.538 2454 2459 2464 rVB3 92787 122853 2.27% 0.498%
17 18.314 2585 2591 2606 rBV3 314471 637995 11.81% 2.585%
18 19.589 2802 2808 2819 rBv4 90851 273812 5.07% 1.109%
19 20.029 2877 2883 2894 rBV 4088133 5403541 100.00% 21.893%
20 20.335 2930 2935 2939 rBV 56625 71848 1.33% 0.291%

21 20.829 3014 3019 3022 rBVZ2 86871 105759 1.96% 0.428%
22 21.334 3101 3105 3112 rVB 99421 122489 2.27% 0.496%
23 21.686 3159 3165 3179 rVB 649368 1158790 21.45% 4 _.695%
24 21.880 3194 3198 3203 rVB 126681 188369 3.49% 0.763%
25 22.491 3296 3302 3307 rBV2 153760 257278 4.76% 1.042%

26 23.185 3413 3420 3427 rVB 156864 286281 5.30% 1.160%
27 23.990 3550 3557 3566 rVB2 140524 314494 5.82% 1.274%
28 24.912 3701 3714 3727 rBV3 417057 1498852 27.74% 6.073%
29 26.069 3902 3911 3921 rVB5 92691 284860 5.27% 1.154%
30 27.427 4135 4142 4151 rVB4 50248 144003 2.66% 0.583%

Sum of corrected areas: 24681226
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG100719\
Data File : BG043074.D

Acq On : 7 Oct 2019 19:10

Operator :© JU

Sample - K5154-22

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BG043074.D
4000000

3000000

2000000

1000000 7,60

3.24 5.64 8.38 9.22

317 .23 8.06 10.86

4.78

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 9. 50 10. OO 10. 50 11. OO 11. 50 12. OO 12. 50
Abundance TIC: BG043074.D
4000000 20103

3000000

2000000

1000000

17.42 2169

14.68 18.31 A
' 21.88 22.49
14.12 “ 7.54 19.59 2%4%%2¥3 18

O e e N e e 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: BG043074.D
4000000

3000000
2000000

1000000

24.91
23.18 23.99 /\ 26.07 27.43
A A '

O R L e L R RAREE AR L L o L i RS RAARR RARES L

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\BG100719\
Data File : BG043074.D

Acq On : 7 Oct 2019 19:10

Operator :© JU

Sample - K5154-22

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_M
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 1 1-Pentene, 2-methyl- Concentration Rank 4

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

3.17 30.33 ng 424088 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane 84 C6H12 000110-82-7 91
2 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 86
3 1-Hexene, 3,4-dimethyl- 112 C8H16 016745-94-1 56
4 Cyclopentane, methyl- 84 C6H12 000096-37-7 53
5 Pyridine-D5- 84 C5D5N 007291-22-7 50

Abundance Scan 14 (3.173 min): BG043074.D (-7) (-) m/z 56.10 100.00%

56
84
5000
3

3.20 3.30 3.40 3.50 3.60

oy M7 32T "m/z 84.05 63.77%
m/z--> 50 100 150 200 250 300
Abundance #1456: Cyclohexane
56
84
5000 L L L L L B L BB BB
27 3.20 3.30 3.40 3.50 3.60

m/z 41.10 51.98%

m/z--> 50 100 150 200 250 300
Abundance
56

3.20 3.30 3.40 3.50 3.60

5000 39 m/z 55.05 34 _.55%
84
15
o=
miz--> 50 100 150 200 250 300
Abundance #6730: 1-Hexene, 3,4-dimethyl- S R RRARERERRE R R E e
6 3.20 3.30 3.40 3.50 3.60

m/z 69.05 27 .47%

29
5000
84
o [l 112

T | T
m/z--> 50 100 150 200 250 300 3.20 3.30 3. 40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG100719\
Data File : BG043074.D

Acq On : 7 Oct 2019 19:10

Operator :© JU

Sample - K5154-22

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_M
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 2 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.24 57.51 ng 804243 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance Scan 25 (3.237 min): BG043074.D (-21) (-) m/z 73.10 100.00%
3 T
5000{ 43
3.20 3.30 3.40 3.50 3.60 3.70
oﬁ—AJl,‘u.!.‘.,....,....,.2.21..,?6.7..,....,....,.4?0. m/z 43.10 39.44%
m/z--> 50 100 150 200 250 300 350 400
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000
43 3.20 3.30 3.40 3.50 3.60 3.70
J m/z 55.10 30.17%
0"l"'ll'l"|"''|""|""|""|""|""l"'
m/z--> 50 100 150 200 250 300 350 400
Abundance
73
3.20 3.30 3.40 3.50 3.60 3.70
5000 41 m/z 87.10 27 .99%
Oy "QT' }%g'l UL SRR SR UL UL SR
m/z--> 50 100 150 200 250 300 350 400
Abundance #4436: Pentane, 3-methoxy-
73 3.20 3.30 3.40 3.50 3.60 3.70
m/z 41.10 11.67%
5000 M
45
L 101
0 \ka""l""l" LI SRR UL UL LR U U AR AU ORI IR U B
m/z--> 50 100 150 200 250 300 350 400 3.20 3.30 3.40 3.50 3.60 3.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG100719\
Data File : BG043074.D

Acq On : 7 Oct 2019 19:10

Operator :© JU

Sample - K5154-22

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_M
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 4 unknown7.60 Concentration Rank 1

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

7.60 104.39 ng 1459810 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
3 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI102 014203-19-1 25
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
5 5-Aminoindole 132 C8H8N2 005192-03-0 22

Abundance Scan 768 (7.603 min): BG043074.D (-758) (-) m/z 132.00 100.00%
132
5000 68
22 % 720 7.40 7.60 7.80 8.00
0 S e e e 22 e eenes || M7z 68.10  40.27%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 R U LS R
7.20 7.40 7.60 7.80 8.00
70 m/z 134.00 32 .45%
31 5
} |
oA e e e e e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
132
69 | UL UL R
104 7.20 7.40 7.60 7.80 8.00
5000 m/z 66.10 30.69%
31 51
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro- et P e
132 7.20 7.40 7.60 7.80 8.00

m/z 69.10 19.66%

5000
69

89105
N| Lyl \ A \“

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 7.20 7.40 7.60 7.80 8.00

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG100719\
Data File : BG043074.D

Acq On : 7 Oct 2019 19:10

Operator :© JU

Sample - K5154-22

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_M
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 6 unknownl7.54 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.54 2.67 ng 122853 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenamine, 2,4,6-tribromo- 327 C6H4Br3N 000147-82-0 35
2 1-[4-Chloro-6-methyl-2-pyrimidyl... 329 C12H10CI3N5 051387-79-2 18
3 4,47-((p-Phenylene)diisopropylid... 346 C24H2602 002167-51-3 11
4 1,3,4-Oxadiazole, 2-(2,2,3,3-tet... 331 C13H9F4N303 1000266-87-7 10
5 2-l1sopropyl-5-methylphenyl 2,2,3... 346 C14H13F702 1000366-95-7 9

Abundance Scan 2459 (17.538 min): BG043074.D (-2454) (-) m/z 330.70 100.00%

1

5000
3T° 541 17.20 17.40 17.60 17.80
of U m/z 328.80 96.54%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #166927: Benzenamine, 2,4,6-tribromo-
329
5000 L IR L L LB L BN |
17.20 17.40 17.60 17.80
62 90 170 250 m/z 300.70 56.36%
oL 36 126 222 209
A IIIIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
43 108 329
161 IIIIIIIIIIIIIIIIIIIIII
17.20 17.40 17.60 17.80
5000 m/z 140.90 47.90%
75
0 134 187 217 258287
I B e B L B o o e o o R
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #181563: 4,4'-((p-Phenylene)diisopropylidene)diphenol L B e o e e
331 17.20 17.40 17.60 17.80
m/z 343.80 46.49%
5000
158
ol 41 9119 | 196 237 268 301, ,
R N ARER hr R o N EmEE R e R R
m/z--> 50 100 150 200 250 300 350 400 450 500 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG100719\
Data File : BG043074.D

Acq On : 7 Oct 2019 19:10

Operator :© JU

Sample - K5154-22

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_M
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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.31 13.89 ng 637995 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72
Abundance Scan 2590 (18.308 min): BG043074.D (-2585) (-) m/z 73.10 100.00%
5000 /L
213
I h 157 1z|35 ZTG a4 18,00 18.20 18.40 18.60
ol “H--l,...'.','.'.t.. S m/z 60.10 97.75%
m/z--> 50 150 200 250 300 350
Abundance #107549 n-Hexadecanoic acid
43 8
5000 UL DU
mmmmmmmm
157 185 213 256 m/z 43.10 93.36%
o bt | 239 |
! "" |""| UL BN
m/z--> 200 250 300 350
Abundance
43 | 73
18.00 18.20 18.40 18.60
5000 129 m/z 55.05 83.93%
o1 185
157 007 241 284
L
m/z--> éo 160 150 200 2éo 300 350
Abundance #95851: Pentadecanoic acid
3,73 18.00 18.20 18.40 18.60
m/z 41.05 80.75%
5000 129
H 97 199 a2
oL .2% Hl“.‘ \I\‘I\m‘l ‘JIIJ‘ .J“‘.“ﬁ . . \189 ‘ 225 { ————
m/z--> 50 100 150 200 250 300 350 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG100719\
Data File : BG043074.D

Acq On : 7 Oct 2019 19:10

Operator :© JU

Sample - K5154-22

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_M
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 8 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.59 4.73 ng 273812 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 n-Decanoic acid 172 C10H2002 000334-48-5 92
3 Pentadecanoic acid 242 C15H3002 001002-84-2 68
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
5 Tetradecanoic acid 228 C14H2802 000544-63-8 59
Abundance Scan 2808 (19.589 min): BG043074.D (-2802) (-) m/z 43.05 100.00%
5000
19.20 1940 19.60 19.80 20.00
0! m/z 73.05 99.04%
m/z--> 50 100 150 200 250 300 350
Abundance #131258: Octadecanoic acid
8 7
5000 129 RIS IR U SUNILR I
19.20 19.40 19.60 19.80 20.00
97 185 o 284 m/z 57.10 97.57%
0! 15 ul 15.7 | |. 12:!'3 L | 265 ||
m/z--> 50 100 1éo 260 2éo 300 3%0
Abundance
73
120 19.20 1940 19.60 19.80 20.00
5000 m/z 60.10 88.43%
43
o 101 155172
m/z--> o 'goll ' 160" "150" "200" "250" ' 500" ' ééo
Abundance #95851: Pentadecanoic acid
4 78 19.20 19.40 19.60 19.80 20.00
m/z 55.05 78.98%
5000 129
97 199 242
157
0.15.1..|'.|H.HJ.‘I|L.J“.‘. I‘I\I I!]'EFQILI\ZIZ:? .{l.... ——— SR N
m/z--> 50 100 150 200 250 300 350 19.20 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG100719\
Data File : BG043074.D

Acq On : 7 Oct 2019 19:10

Operator :© JU

Sample - K5154-22

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_M
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 9 Decane, 3,8-dimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
21.33 2.11 ng 122489 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 90
2 Eicosane 282 C20H42 000112-95-8 90
3 Pentadecane 212 C15H32 000629-62-9 87
4 Hexadecane 226 C16H34 000544-76-3 86
5 Heneicosane 296 C21H44 000629-94-7 74
Abundance Scan 3104 (21.328 min): BG043074.D (-3101) (-) m/z 57.10 100.00%
57
5000 85
31m 169 207 21.00 21.20 21.40 21.60
ol .l.1|, Luei 0D ], 239269295 27395 AOL 476503 | 77 71,10  68.37%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #38349: Decane, 3,8-dimethyl-
g7
85
5000
21.00 21.20 21.40 21.60
m/z 43.10 56.63%
113141
0""I””“!ﬂ'”h}?q'l”" [rr T
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
21.00 21.20 21.40 21.60
5000 m/z 85.10 48.75%
85
29
o 113141 169197 225 253 282
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #71393: Pentadecane
7 21.00 21.20 21.40 21.60
m/z 41.05 23.01%
5000 85
29

J ‘113141169 212

O b s e St
0

50 100 150 200 250 300 350 400 450 500 21. 00 21 20 21. 40 21. 60

8270-BG092519.M Tue Oct 08 12:35:12 2019 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG100719\
Data File : BG043074.D

Acq On : 7 Oct 2019 19:10

Operator :© JU

Sample - K5154-22

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_M
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 10 Docosane, 11-butyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.88 3.25 ng 188369 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane, 1ll-butyl- 366 C26H54 013475-76-8 90
2 Heptacosane 380 C27H56 000593-49-7 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 3198 (21.880 min): BG043074.D (-3194) (-) m/z 57.10 100.00%
g7
5000 85
113141 160 o567 21,60 21.80 22,00 22.20
O L[ R0, 2112412072043 357 1S 482 | nzn71.05  62.24%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #194500: Docosane, 11-butyl-
57
5000 85
21.60 21.80 22.00 22.20
m/z 43.10 59.81%
ol 1133‘,‘1,1@9 210 239267 309 336 366
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
57
21,60 21.80 22,00 22.20
5000 85 m/z 85.10 42 .10%
29 113 141
o 169 197 225 253 281 309 337 380
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #209566: Octacosane
57 21.60 21.80 22.00 22.20
m/z 55.10 31.21%
5000 85
29
ol ] /113 141 169 197 225 253 281 300 337 365 394
m'z--> 0 50 100 150 200 250 300 350 400 450 21'60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG100719\
Data File : BG043074.D

Acq On : 7 Oct 2019 19:10

Operator :© JU

Sample - K5154-22

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_M
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 11 Hexacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

22.49 4.44 ng 257278 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 87
2 2-methyloctacosane 408 C29H60 1000376-72-8 87
3 Octacosane 394 C28H58 000630-02-4 87
4 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 86
5 Eicosane 282 C20H42 000112-95-8 83

Abundance Scan 3302 (22.491 min): BG043074.D (-3296) (-) m/z 57.10 100.00%

5000

22.20 22.40 22.60 22.80

13141169 207 253 205 327356 387 455481507

(o} m/z 43.10 61.04%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #194493: Hexacosane
57
5000 85 LI L L L L L L L
22.20 22.40 22.60 22.80
m/z 71.10 57 .60%
29 113 141
0 . ﬂ | 4169197225253 295323 367
L AL I o o e B A e o o
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57
22.20 22.40 22.60 22.80
5000 85 m/z 85.10 43.00%
113
0 29 141169197225 267295 365393
T T [ T T T e T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #209566: Octacosane
22.20 22.40 22.60 22.80
m/z 55.05 23.03%
5000

113 141 169 197 225 253 281 309 337 365 394
4 I I I I
mz--> 50 100 150 200 250 300 350 400 450 500 22.20 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG100719\
Data File : BG043074.D

Acq On : 7 Oct 2019 19:10

Operator :© JU

Sample - K5154-22

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_M
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 12 Tricosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.18 4.94 ng 286281 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 93
2 Tetracosane 338 C24H50 000646-31-1 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 2-methyloctacosane 408 C29H60 1000376-72-8 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 3419 (23.179 min): BG043074.D (-3413) (-) m/z 57.10 100.00%
57
5000 85

22.80 23.00 23.20 23.40

13141 183 225253 295 341368 415 477

0 ...,.J...,.nl.i..,....,....,....,....,....,....,.... m/z 71.10 66.42%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #164579: Tricosane
5000

22.80 23.00 23.20 23.40
m/z 43.10 59.10%

113 141 169 197 225 253 g 24

04
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
EEBARER RS RS
85 22.80 23.00 23.20 23.40
5000 m/z 85.05 46.06%
29
. 113 141 169 197 225 253 281 309 338
L o B o o e A L e i o e o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194494; Hexacosane
22.80 23.00 23.20 23.40
m/z 41.10 21.85%
5000

141 169 197 225 253 295
| R R ke e
m/z--> 50 100 150 200 250 300 350 400 450 22.80 23.00 23.20 23.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG100719\
Data File : BG043074.D

Acq On : 7 Oct 2019 19:10

Operator :© JU

Sample - K5154-22

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_M
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 13 Tetracosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

23.99 4.20 ng 314494 Perylene-d12 24 .91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 93
2 Tricosane, 2-methyl- 338 C24H50 001928-30-9 93
3 Tetratetracontane 619 C44H90 007098-22-8 90
4 Docosane, 2,21-dimethyl- 338 C24H50 077536-31-3 89
5 Hentriacontane 437 C31H64 000630-04-6 87

Abundance Scan 3557 (23.990 min): BG043074.D (-3550) (-) m/z 57.10 100.00%

5000
% 155 197 239 281 356 - 23.60 23.80 24.00 24.20 24.40
o m/z 71.05 65.75%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #175559: Tetracosane
5|7
5000
23.60 23.80 24.00 24.20 24.40
99 m/z 43.10 59.95%
o ]141 183 225 338
R e A e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
43
T T T T T T
23.60 23.80 24.00 24.20 24.40
5000 m/z 85.10 50.07%
85
. 127 169 211 253 2% 338
T [ T T T T T T T e T
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57 23.60 23.80 24.00 24.20 24.40
m/z 55.05 22 .88%
5000

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

L A S I SR e L T T

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 23. 60 23. 80 24 00 24. 20 24 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG100719\
Data File : BG043074.D

Acq On : 7 Oct 2019 19:10

Operator :© JU

Sample - K5154-22

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_M
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 14 Hentriacontane Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
26.07 3.80ng 284860  Perylene-di2 24.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Hentriacontane 437 C31H64 000630-04-6 90

2 Hexacosane 366 C26H54 000630-01-3 87
3 Pentacosane 352 C25H52 000629-99-2 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 2-methyloctacosane 408 C29H60 1000376-72-8 87
Abundance Scan 3911 (26.069 min): BG043074.D (-3902) (-) m/z 57.10 100.00%
57
5000 85
113
141 1g3 211 281 25.80 26.00 26.20 26.40
ol LANA LYY, 18321t 200 281 sor3%5 a3 | Pt GT 60 2t
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane

25.80 26.00 26.20 26.40
m/z 71.10 59.69%

5000

113
141 169 197 225 253 280 309

351 379 407 436

04
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
25.80 26.00 26.20 26.40
5000 85 m/z 85.05 46.26%
29
. 113 141 169 197 225 253 295 323 367
i H e T T e b T
m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane
57 25.80 26.00 26.20 26.40
m/z 55.10 23.13%
5000 85
113
oL LT 4t 380 211 239 267 295 323 352
T Tt e e e B
m/z--> 50 100 150 200 250 300 350 400 25.80 26.00 26.20 26.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG100719\
Data File : BG043074.D

Acq On : 7 Oct 2019 19:10

Operator : JU

Sample - K5154-22

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_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]
1-Pentene, 2-methyl- 3.17 30.3 ng 424088 1 8.06 279687 20.0
Butane, 2-methoxy... 3.24 57.5 ng 804243 1 8.06 279687 20.0
unknown7 .60 7.60 104.4 ng 1459810 1 8.06 279687 20.0
unknownl7 .54 17.54 2.7 ng 122853 4 17.42 918844 20.0
n-Hexadecanoic acid 18.31 13.9 ng 637995 4 17.42 918844 20.0
Octadecanoic acid 19.59 4.7 ng 273812 5 21.69 1158790 20.0
Decane, 3,8-dimet... 21.33 2.1 ng 122489 5 21.69 1158790 20.0
Docosane, 11-butyl- 21.88 3.3 ng 188369 5 21.69 1158790 20.0
Hexacosane 22.49 4.4 ng 257278 5 21.69 1158790 20.0
Tricosane 23.18 4.9 ng 286281 5 21.69 1158790 20.0
Tetracosane 23.99 4.2 ng 314494 6 24.91 1498850 20.0
Hentriacontane 26.07 3.8 ng 284860 6 24.91 1498850 20.0
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