LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040416.D

Aca On : 10 Apr 2019 15:38

Operator : JU/SJ

Sample : K2342-15

Misc :

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-BG032719.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 5.605 420 428 441 rBV 1203793 2002154 56.38% 7.579%
2 7.203 692 700 718 rBVY 1233053 2203848 62.05% 8.342%
3 7.579 755 764 774 rBV 1219662 2137647 60.19% 8.092%
4 8.049 837 844 850 rBV 208934 363308 10.23% 1.375%
5 8.367 891 898 906 rBV 841017 1478953 41.64% 5.598%
6 9.225 1035 1044 1057 rBV 722029 1328471 37.41% 5.029%
7 10.864 1315 1323 1334 rBV 267460 501618 14.12% 1.899%
8 13.296 1728 1737 1748 rBV 1614498 2596257 73.10% 9.828%
9 14.125 1872 1878 1890 rVB 160856 245278 6.91% 0.928%
10 14.677 1965 1972 1979 rBV2 425388 697485 19.64% 2.640%

11 16.169 2219 2226 2240 rBV 1553996 2498606 70.35% 9.458%
12 17.421 2433 2439 2451 rBV2 583955 953482 26.85% 3.609%
13 18.285 2581 2586 2593 rBV2 133636 230230 6.48% 0.871%

14 19.189 2737 2740 2748 rVB4 23347 39167 1.10% 0.148%
15 19.471 2784 2788 2791 rBV 48129 66382 1.87% 0.251%
16 19.507 2791 2794 2798 rvVVv2 33685 45002 1.27% 0.170%
17 19.548 2798 2801 2812 rVB4 42357 75128 2.12% 0.284%
18 19.806 2841 2845 2847 rBV5 29134 42045 1.18% 0.159%
19 19.836 2847 2850 2855 rVB 48237 73022 2.06% 0.276%
20 20.024 2876 2882 2888 rBV 2633066 3551447 100.00% 13.443%
21 20.294 2924 2928 2931 rBV 43289 52360 1.47% 0.198%
22 20.787 3008 3012 3016 rBV2 86876 104918 2.95% 0.397%
23 20.975 3041 3044 3050 rVB5 38001 57772 1.63% 0.219%

24 21.293 3094 3098 3107 rBV 219147 338403 9.53% 1.281%
25 21.692 3159 3166 3172 rBV 605019 1044659 29.42% 3.954%

26 21.839 3186 3191 3196 rVB 147973 206512 5.81% 0.782%
27 22.444 3288 3294 3297 rBV 183484 305651 8.61% 1.157%
28 22.480 3297 3300 3313 rVB3 143768 350681 9.87% 1.327%
29 23.138 3407 3412 3421 rBV 202451 380213 10.71% 1.439%
30 23.948 3542 3550 3558 rBvV 225663 527257 14.85% 1.996%

31 24.900 3705 3712 3717 rBV2 144834 364894 10.27% 1.381%
32 24.971 3717 3724 3741 rVB3 324657 991525 27.92% 3.753%
33 26.040 3896 3906 3915 rBV2 117548 349180 9.83% 1.322%
34 27.409 4129 4139 4150 rVB3 62379 214640 6.04% 0.812%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040416.D

Aca On : 10 Apr 2019 15:38

Operator : JU/SJ

Sample : K2342-15

Misc :

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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 26418195
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\

BG040416.D

10 Apr 2019 15:38

JussJ

K2342-15

5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BG040416.D

5.61 7.20 7.58

8.37
9.22

8.05 10.86

0

Time-->

350 400 450 5.00 550 6.00 6.50 7.00

750 8.00 850 9.00 9.50 10.00 1050 1100 1150 1200 1250

Abundance

2500000

2000000

1500000

1000000

500000

13.30

TIC: BG040416.D
20.02

16.17

21.69

17.42
14.68

14.12 18.28 19, 1 HEEEES) 20.29 20.38. 98

05
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

o

23.14

TIC: BG040416.D

24.97

N

23.95

26.04 27.41

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\BG041019\
Data File : BG040416.D

Aca On : 10 Apr 2019 15:38

Operator : JU/SJ

Sample : K2342-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.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 unknown7.58 Concentration Rank 1

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

7.58 117.68 ng 2137650 1,4-Dichlorobenzene-d4 8.05
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 16
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 1H-Indol-4-amine 132 C8H8N2 005192-23-4 9

Abundance Scan 764 (7.579 min): BG040416.D (-755) (-) m/z 132.00 100.00%
5000 68
40 40 54 | 75 % 720 7.40 7.60 7.80 8.00
48 104 . . . . .
o....,...:ll!...,:...?h.l.',..'..,..5.‘?,..!.,....,.1.1?.,....,"...,.. m/z 68.00 42.38%
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 e
7.20 7.40 7.60 7.80 8.00
3 78 m/z 134.00 33.22%
1 33
44
OH'WL“ww!“JL'w'“!V'“l“'w'“'w'“ ASSRASS BERB RN
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal

132

7.20 7.40 7.60 7.80 8.00

5000 67 m/z 66.00 27.65%
41 53 97 117
79
0 34 “‘ ‘\ ! 61\“\‘ L]y 89 || 103110 | 124 ||

R B e B R A R AR RERES

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine P
132 7.20 7.40 7.60 7.80 8.00

m/z 69.00 17.09%

5000

33 4 g7 105

60 70 78
| 51 60 778 g 115 ‘

B e 1

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040416.D

Aca On : 10 Apr 2019 15:38

Operator : JU/SJ

Sample : K2342-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.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 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.28 4.83 ng 230230 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Tetradecanoic acid 228 C14H2802 000544-63-8 59
4 Tridecanoic acid 214 C13H2602 000638-53-9 58
5 n-Decanoic acid 172 C10H2002 000334-48-5 53
Abundance Scan 2585 (18.279 min): BG040416.D (-2581) (-) m/z 43.00 100.00%
60 3
5000
o7 129
213 LN T BUGEAR BR SNR
‘ S 1 143157171185, 00 77, 256 18100 1820 18.40 18.60
of LU m/z 60.00 92.47%
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 L S BRI BN S

18,00 18.20 18.40 18.60
m/z 72.95  82.46%

213
143 157171 185 199

ey

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid
43 60 73

29
“ H‘\ HH )
L B

¥

18.00 18.20 18.40 18.60
m/z 57.00 76.18%

5000

%

Oy |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid R e S R R
60 73 18.00 18.20 18.40 18.60
43 m/z 41.00 66.72%
5000 129
185 228
‘ T7 01115 143157171 ‘ 199
ol \ V0 el L TN NN G VVPORSSW B ot
m/z--> 80 100 120 140 160 180 200 220 240 260 18. 00 18 20 18 40 18. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040416.D

Aca On : 10 Apr 2019 15:38

Operator : JU/SJ

Sample : K2342-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.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 4 Heptadecane, 8-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

20.79 2.01 ng 104918 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 8-methvl- 254 C18H38 013287-23-5 87
2 Octacosane 394 C28H58 000630-02-4 83
3 Hentriacontane 437 C31H64 000630-04-6 74
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 74
5 Tetradecane 198 C14H30 000629-59-4 74

Abundance Scan 3012 (20.787 min): BG040416.D (-3008) (-) m/z 57.00 100.00%

5000

g

20.40 20.60 20.80 21.00 21.20
m/z 43.00 66 .58%

. 113 141 169 208 249 281

m/z--> 50 100 150 200 250 300 350 400
Abundance #105898: Heptadecane, 8-methyl-

é

26 20 40 20 60 20. 80 21. OO 21. 20
126 ., m/z 71.10 61.74%

183 211 239

5000

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57
T T T
20.40 20.60 20.80 21.00 21.20
5000 g5 m/z 85.00 45_.67%
29
ol || M2 141 169 197 225 253 281 309 337 365 394
L Haan e L B L
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane T T T T T o
57 20.40 20.60 20.80 21.00 21.20
m/z 55.00 31.20%
5000 85
113 141 169
0 |7 2 189 197 225 253 281 309 337 365 437
T T T e T LR T o S SR
m/z--> 50 100 150 200 250 300 350 400 20 40 20 60 20. 80 21. OO 21. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040416.D

Aca On : 10 Apr 2019 15:38

Operator : JU/SJ

Sample : K2342-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.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 1-Eicosene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.29 6.48 ng 338403 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Eicosene 280 C20H40 003452-07-1 92
2 1-Pentadecene 210 C15H30 013360-61-7 83
3 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 83
4 Oxalic acid. isobutyl heptadecvl... 384 C23H4404 1000309-38-2 68
5 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 68
Abundance Scan 3098 (21.293 min): BG040416.D (-3094) (-) m/z 57.05 100.00%
57
111 21,00 21.20 21,40 21.60
139 : : : :
oA L 130, 183210230 276 341 4w 476 | /5T A3T05 69.19%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #127767: 1-Eicosene
43
5000 L DU BRI UL AU
21. oo 21. 20 21. 40 21. 60
J l} 280 m/z 71.05 51.40%
O LAY L W UL WAL BN
miz--> 0 50 15 200 250 300 350 400 450
Abundance #69582: 1-Pentadecene
Z TR
21,00 21.20 21,40 21.60
5000 m/z 55.00 46 .60%
111
Joel LU o o
mes b g0 b0 ik B ok e o e o
Abundance #200449: Sulfurous acid, octadecy! 2-propy! ester T e
43 21.00 21.20 21.40 21.60
n m/z 85.10 40.47%
- [ LJ/VJ\,
125
N | |\ 155183 224 253
miz--> 0 §0 160 1%0 260 2éo 360 3%0 460 4%0 2100 2120 2140 2160
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040416.D

Aca On : 10 Apr 2019 15:38

Operator : JU/SJ

Sample : K2342-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.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 Hexacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

21.84 3.95 ng 206512 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Octacosane 394 C28H58 000630-02-4 90
3 Tetracosane 338 C24H50 000646-31-1 90
4 Heneicosane 296 C21H44 000629-94-7 87
5 Heptadecane 240 C17H36 000629-78-7 87

Abundance Scan 3191 (21.839 min): BG040416.D (-3186) (-) m/z 57.00 100.00%

5000 85

-

11335155 183 211 21.60 21.80 22.00 22.20
ol .34, A P28 283 313k AT m/z 43.00 59.76%

m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane

5

5000 85 T
2160 21.80 22.00 22.20

m/z 71.00 54 .69%

29 113
oL L. I ﬂ o 141,160 197 225 253 295 323 367
e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57
i R R
21.60 21.80 22.00 22.20
5000 o m/z 85.05 45.68%
29
old l | M2 141 169 197 225 253 281 309 337 365 394
e R e
m/z--> 50 100 150 200 250 300 350 400
Abundance #175557: Tetracosane e A B e B e ey
57 21.60 21.80 22.00 22.20
m/z 55.00 24 _96%
5000 85
29 113
ol ‘ |72 141 169 197 225 253 281 309 338
T e e R
m/z--> 50 100 150 200 250 300 350 400 21.60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040416.D

Aca On : 10 Apr 2019 15:38

Operator : JU/SJ

Sample : K2342-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.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 Heptadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22 .44 5.85 ng 305651 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 3293 (22.438 min): BG040416.D (-3288) (-) m/z 57.05 100.00%
57
U AU B
113 141 22.20 22.40 22.60 22.80
- .I,J.J. | 109 107219242 274295 327 355 415 n7, 71.05  61.66%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #94345: Heptadecane
57
5000 AR LRI U SULRILR B
85 2220 22.40 22.60 22.80
29 m/z 43.00 60.59%
. [ 4L M3 241 160 106 240
mz-> 0 50 100 150 200 250 300 350 400
Abundance #141425: Heneicosane
57
2220 22.40 22.60 22.80
5000 85 m/z 85.10 43.49%
29
. | ‘ || M3 141 160 107 225 253 296
mz-> 0 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane S B B B B B
57 22.20 22.40 22.60 22.80
m/z 55.00 19.31%
. 29‘ J | | (3191 160 107 225 253 205 323 367
mz-> 0 50 100 150 200 250 300 350 400 22120 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040416.D

Aca On : 10 Apr 2019 15:38

Operator : JU/SJ

Sample : K2342-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.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 Fumaric acid, 2-methylallyl.._. Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
22.48 6.71 ng 350681 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Fumaric acid. 2-methvlallvl tetr... 366 C22H3804 1000330-55-3 64
2 1l-Heneicosanol 312 C21H440 015594-90-8 49
3 n-Nonadecanol-1 284 C19H400 001454-84-8 49
4 2-Pentene. 3-ethvl-4.4-dimethvl- 126 C9H18 053907-59-8 47
5 2-Cyclohexen-1-ol, 1-methyl- 112 C7H120 023758-27-2 43

Abundance Scan 3300 (22.480 min): BG040416.D (-3297) (-) m/z 83.05 100.00%
55 83
RRARAR BARRRAR R
153 22.20 22.40 22.60 22.80
180 207 256
- H LA L SRR S8 385 m/z 97.05 97.49%
m/z--> 50 100 150 200 250 300 350
Abundance #194370: Fumaric acid, 2-methylallyl tetradecy! ester
55
5000 111 A AR AR AR AR
22.20 22.40 22.60 22.80
n m/z 55.00 89.12%
o9 153 197
X | | 225251 g7r2% 22 3
m/z--> 50 100 1é0 2(I)O 25|O 3CI)O 3é0
Abundance #155046: 1-Heneicosanol
56 83
22,20 22.40 22,60 22.80
5000 111 m/z 69.00 88.13%
29
oLl { | 120 167 196 238 266 20
m/z--> 5|0 1(I)O 1é0 2(I)O 25|0 3(I)O 3%0
Abundance #131391: n-Nonadecanol-1 e R R R
55 83 22.20 22.40 22.60 22.80
m/z 41.00 44 _83%
- | Mﬂ/\\w
29
0 \h 118 J { \l ‘\ 1}1?9 .168 196 238 266
m/z--> 5|O 1(I)O 1é0 2(I)O 250 3CI)O 3é0 22.|20 22.|40 22.I60 22.|80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040416.D

Aca On : 10 Apr 2019 15:38

Operator : JU/SJ

Sample : K2342-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.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 Octadecane, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.14 7.28 ng 380213 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 2-methvl- 268 C19H40 001560-88-9 93
2 Tridecane. 6-propvl- 226 C16H34 055045-10-8 91
3 Hexadecane. 2-methvl- 240 C17H36 001560-92-5 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Heptacosane 380 C27H56 000593-49-7 90
Abundance Scan 3412 (23.138 min): BG040416.D (-3407) (-) m/z 57.05 100.00%
57 ﬂ
5000 85
NNV AR
113 141 218 22.80 23.00 23.20 23.40
ol 34 LA |7/ 1 109 107218230 260080 313 301 401 2T A3007 0. 12%
m/z--> 50 100 150 200 250 300 350 400
Abundance #117648: Octadecane, 2-methyl-
43
71
5000 AR SRS B
22.80 23.00 23.20 23.40
9 m/z 71.10 58.40%
0 Iy | (127 155 183 225 253
m/z--> 50 100 1%0 200 250 300 350 400
Abundance #83030: Tridecane, 6-propyl-
43
71 IUNABUNABSUVARRA DA
22.80 23.00 23.20 23.40
5000 m/z 85.05 43.64%
} 99 126 154 183
0..L‘l‘.J.‘.’.Jl.“.i..li...H. .2.2.6. I e
m/z--> 50 100 150 200 250 300 350 400
Abundance #94355: Hexadecane, 2-methyl- B e e e R
57 22.80 23.00 23.20 23.40
m/z 55.00 23.53%
85
5000 197
113
141
029‘ J | “ \ ‘ { ‘1169‘ I 2%5\
m/z--> 50 100 150 200 250 300 350 400 22.80 23.00 23.20 23.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040416.D

Aca On : 10 Apr 2019 15:38

Operator : JU/SJ

Sample : K2342-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.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 Eicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.95 10.64 ng 527257 Perylene-d12 24 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 91
3 Heptadecane. 2-methvl- 254 C18H38 001560-89-0 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Pentacosane 352 C25H52 000629-99-2 87
Abundance Scan 3550 (23.948 min): BG040416.D (-3542) (-) m/z 57.05 100.00%
57 ﬂ
5000 85
RSN SN IR
141 252 23.60 23.80 24.00 24.20
o] A d .i.ﬂ .'. SRS 21 T 287309 356 428 | n77 71.05  58.50%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane
57
23.60 23.80 24.00 24.20
29 m/z 43.00 57.08%
. I|J 113 141 169 107 225 253 282
m/z--> 55 1éo 260 250 360 3%0 460
Abundance #100330: 2-Bromo dodecane
57
23.60 23.80 24.00 24.20
5000 85 m/z 85.05 42 .75%
29 113 169
0 "d'“l"“"Jk'hJ}éq — LN '?ﬁ8"' S UL DAL U
m/z--> 50 100 150 200 250 300 350 400
Abundance #105893: Heptadecane, 2-methyl- B L B s e i e
43 23.60 23.80 24.00 24.20
m/z 55.00 24 .16%
5000 71 MNVMbeﬂMMWW/\VA“WNﬁMmﬂmwﬂh
0 J L 227158 205 2
miz-> 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\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040416.D

Aca On : 10 Apr 2019 15:38

Operator : JU/SJ

Sample : K2342-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.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 Octacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

24 .90 7.36 ng 364894 Perylene-d12 24 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Hexadecane 226 C16H34 000544-76-3 87
3 Eicosane 282 C20H42 000112-95-8 87
4 Tetracosane 338 C24H50 000646-31-1 87
5 Heneicosane 296 C21H44 000629-94-7 87

Abundance Scan 3712 (24.900 min): BG040416.D (-3705) (-) m/z 57.00 100.00%

5000

%

24.60 24.80 25.00 25.20
m/z 71.05 53.87%

. 113 141 169189211 230 281

m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane

.

24!60 24.I80 25.IOO 25!20
m/z 43.05 52.63%

5000

113 141 169 197 225 253 281 309 337 365 394

04
m/z--> 50 100 150 200 250 300 350
Abundance #83023: Hexadecane
57
R R R e e e RABEEE
24.60 24.80 25.00 25.20
5000 m/z 85.05 42.38%

(113 141 169 197 226

=N
©

(o]

)]

L IS G BTSRRI S .
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane

57 24.60 24.80 25.00 25.20
m/z 55.00 22 .39%
5000
85
29
ol * ||| 218 141 160 107 225 253 282
L B o e o e e AL s o o | R N RERRE e

m/z--> 50 100 150 200 250 300 350 24.60 24.80 25.00 25.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040416.D

Aca On : 10 Apr 2019 15:38

Operator : JU/SJ

Sample : K2342-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.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 Pentacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
26.04 7.04 ng 349180 Perylene-di12 24 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Tetracosane 338 C24H50 000646-31-1 90
4 Heneicosane. l1ll-decvl- 437 C31H64 055320-06-4 90
5 Nonadecane 268 C19H40 000629-92-5 90
Abundance Scan 3906 (26.040 min): BG040416.D (-3896) (-) m/z 57.10 100.00%
57
5000 85 ”aﬂgﬁﬂw—vaJﬂ\wvwmmmw‘haﬂ
J 113 " 25.80 26.00 26.20 26.40
141 . . . )
ol h b L [ 100107224 252 281308 386 462 | T a3 00¢ 67.14%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #185533: Pentacosane
57
5000 85 LR UL SURBLSR BRI B
%m%m%m%m
113 m/z 71.05 54 _.39Y%
oL 2 M 169 211 239 267 295 303 352
m/z--> §0 160 1éo 260 2%0 360 3éo 460 4%0
Abundance #141426: Heneicosane
57
o " 25:80 26.00 26.20 26.40
5000 m/z 85.05 44 _35%
29 113
oL 141 169 197 225 253 296
m/z--> §0 160 1éo 260 2%0 360 3%0 460 4%0
Abundance #175557: Tetracosane P TR RS
57 25.80 26.00 26.20 26.40
m/z 55.00 19.61%
5000 85
29
ol 118 141 169 197 225 253 281 309 338
m/z--> §0 160 1éo 260 250 300 3éo 400 4%0 2580 2600 2620 2640
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040416.D

Aca On : 10 Apr 2019 15:38

Operator : JU/SJ

Sample : K2342-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.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 Heptacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
27 .41 4.33 ng 214640 Perylene-d12 24 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Tritetracontane 605 C43H88 007098-21-7 87
3 2-methvloctacosane 408 C29H60 1000376-72-8 87
4 Tetratetracontane 619 C44H90 007098-22-8 86
5 Heneicosane 296 C21H44 000629-94-7 83
Abundance Scan 4139 (27.409 min): BG040416.D (-4129) (-) m/z 57.00 100.00%

%

5000
97 LI e e e
155 192295 397 387 27.00 27.20 27.40 27.60 27.80
Oty ...J|,!|.-l.ﬂ.n,u.‘n,....,-.??? e M/z 71.10  75.13%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #202661: Heptacosane
57
5000 TT T T [T T T T[T T T T [TT T T TT
27.00 27.20 27.40 27.60 27.80
99 m/z 43.05 57.34%
o 2B | 141 183 225 267 309 380
e e B B
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane
57
R
27.00 27.20 27.40 27.60 27.80
5000 m/z 85.05 46.87%
97
0 , 141 183 225 267 323 379 421 463 505 547 604
R RaEma B e e B o e e B A
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #215181: 2-methyloctacosane e e
57 27.00 27.20 27.40 27.60 27.80
m/z 55.00 24.30%
5000
99
o206/ || || 1% 183 225 267 309 365
e LA L e e e
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600 27.00 27.20 27.40 27.60 27.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG041019\
Data File : BG040416.D

Acq On : 10 Apr 2019 15:38

Operator : JU/SJ

Sample - K2342-15

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.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]
unknown7 .58 7.58 117.7 ng 2137650 1 8.05 363308 20.0
n-Hexadecanoic acid 18.28 4.8 ng 230230 4 17.42 953482 20.0
Heptadecane, 8-me... 20.79 2.0 ng 104918 5 21.69 1044660 20.0
1-Eicosene 21.29 6.5 ng 338403 5 21.69 1044660 20.0
Hexacosane 21.84 4.0 ng 206512 5 21.69 1044660 20.0
Heptadecane 22 .44 5.8 ng 305651 5 21.69 1044660 20.0
Fumaric acid, 2-m... 22.48 6.7 ng 350681 5 21.69 1044660 20.0
Octadecane, 2-met... 23.14 7.3 ng 380213 5 21.69 1044660 20.0
Eicosane 23.95 10.6 ng 527257 6 24.97 991525 20.0
Octacosane 24 .90 7.4 ng 364894 6 24.97 991525 20.0
Pentacosane 26.04 7.0 ng 349180 6 24.97 991525 20.0
Heptacosane 27.41 4.3 ng 214640 6 24.97 991525 20.0
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