LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
Data File : BG040335.D
Acq On > 3 Apr 2019 21:07 Instrument :
Operator : JU/SJ ?le\!A_(tSS el

- _ lentosampleld :
3?22'6 : K1695-04 DPC-91723-SO-TP5-A
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-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 height area % max. total
1 5.606 420 428 442 rBV 1275568 2118959 46.56% 7.557%
2 7.204 692 700 716 rBV 1306530 2323438 51.05% 8.287%
3 7.580 755 764 774 rBV 1256953 2233646 49.08% 7.966%
4 8.050 837 844 852 rBV 241749 417817 9.18% 1.490%
5 8.367 889 898 908 rBV 915639 1622605 35.65% 5.787%
6 9.225 1036 1044 1052 rBV 772174 1391722 30.58%  4.964%
7 10.864 1314 1323 1335 rBVY 303482 571632 12.56% 2.039%
8 13.302 1729 1738 1747 rBV 1879798 2971940 65.30% 10.600%
9 14.125 1873 1878 1890 rVB 119122 195973 4_.31% 0.699%
10 14.677 1966 1972 1981 rVB2 471757 773181 16.99% 2.758%

11 16.170 2219 2226 2238 rBV 1665510 2604139 57.22% 9.288%
12 16.364 2253 2259 2266 rVB2 38263 69198 1.52% 0.247%
13 17.427 2433 2440 2445 rBV 643756 1035144 22.74% 3.692%
14 18.279 2579 2585 2595 rBV3 74232 165428 3.63% 0.590%
15 19.472 2783 2788 2795 rBV 76191 109165 2.40% 0.389%

16 19.836 2846 2850 2858 rVB 60221 91063 2.00% 0.325%
17 20.024 2876 2882 2890 rBV 3358490 4551220 100.00% 16.232%
18 20.294 2921 2928 2931 rBV2 35517 64869 1.43% 0.231%

19 21.299 3094 3099 3118 rVB 327383 571255 12.55% 2.037%
20 21.698 3158 3167 3173 rBV2 767058 1306422 28.70% 4._.659%

21 21.839 3187 3191 3196 rBV 67001 87745 1.93% 0.313%
22 22.451 3289 3295 3299 rBV 106254 173121 3.80% 0.617%
23 23.144 3407 3413 3420 rVB 121672 224523 4._.93% 0.801%
24 23.955 3542 3551 3562 rVB2 186486 436369 9.59% 1.556%
25 24.912 3706 3714 3717 rBV2 106442 254945 5.60% 0.909%

26 24.977 3717 3725 3737 rVB2 406569 1193924 26.23% 4._.258%
27 26.046 3898 3907 3922 rVB2 116815 350135 7.69% 1.249%
28 27.415 4132 4140 4150 rVB3 39155 128859 2.83% 0.460%

Sum of corrected areas: 28038437
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LSC Report - Integrated Chromatogram

Data Path :

Data File : BG040335.D

Acq On : 3 Apr 2019 21:07
Operator : JU/SJ

Sample : K1695-04

Misc :

ALS Vial :© 11

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Sample Multiplier: 1

: C:\Database\NIST11.L

LSCINT.P

Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG040319\

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

DPC-91723-SO-TP5-A

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG040335.D

5.61 7.20 758

8.37

8.05

9.22

10.86

Time-->

0’\,\_

350 400 450 5.00 550 6.00 6.50 7.00

750 8.00 850 9.00 9.50 1000 1050 1100 1150 1200 1250

Abundance

3000000

2500000

2000000

1500000

1000000

500000

13.30

14.68

14.13

16.17

b.6.36

TIC: BG040335.D

17.43

18.28

20

19'4719'84L

A A
LN I L B B N B

02

20.29

21.30

21.70

1.84 22.45

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

3000000

2500000

2000000

1500000

1000000

500000

23.14

24.98

23.95
24@1
A

26.05
A

TIC: BG040335.D

27.42

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\BG040319\

Data File : BG040335.D

Acq On : 3 Apr 2019 21:07

Operator : JU/SJ

ﬁ?ggle i K1695-04 DPC-91723-SO-TP5-A
ALS Vial : 11 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

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.

7.58 106.92 ng 2233650 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 27
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
3 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 764 (7.580 min): BG040335.D (-755) (-) m/z 132.00 100.00%
5000 68
© s |l P J o | TR 70 ko 7h0 5bo
o A AT i8S 207 “n/z 68.00  42.03%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 P T
97 720 7.40 7.60 7.80 8.00
17 m/z 134.00 33.70%
0....|.... ...].-0.7..|...|....|....|....|....
m/z--> 80 100 120 140 160 180 200
Abundance
132
69 R L L R
104 7.20 7.40 7.60 7.80 8.00
5000 m/z 66.00 28.61%
31 51
79
e L L S L WL WL B UL WL SR
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine A ma s R,
132 7.20 7.40 7.60 7.80 8.00
o7 m/z 69.00 17.08%
5000 0
31 52
0 "k'l l"""l""""lg'“?''| "}%ﬁ AR SRS ARy B L L LR IR
m/z--> 40 60 80 100 120 140 160 180 200 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\BG040319\

Data File : BG040335.D

Acq On : 3 Apr 2019 21:07

Operator : JU/SJ

ﬁ?ggle i K1695-04 DPC-91723-SO-TP5-A
ALS Vial : 11 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

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 8
R.T. EstConc Area Relative to ISTD R.T.
18.28 3.20 ng 165428 Phenanthrene-d10 17.43
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 81
3 Octadecanoic acid 284 C18H3602 000057-11-4 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 62

Abundance Scan 2585 (18.279 min): BG040335.D (-2579) (-) m/z 73.00 100.00%

n

5000

157 185 213 554 18.00 18.20 18.40 18.60

318
0! m/z 59.95 97 .29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107549: n-Hexadecanoic acid
43 60
5000 129

18.00 18.20 18.40 18.60

0
157 1gs 213 256 m/z 43.00 91.97%
ol 239
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43 73
e A BEEREE R
18.00 18.20 18.40 18.60
5000 129 m/z 57.00 84.96%
97 199 242
27
113 157 180 205

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131261: Octadecanoic acid N EmAmmma s RS
18.00 18.20 18.40 18.60
m/z 55.00 71.19%

5000

I T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG040319\

Data File : BG040335.D

Acq On : 3 Apr 2019 21:07

Operator : JU/SJ

ﬁ?ggle i K1695-04 DPC-91723-SO-TP5-A
ALS Vial : 11 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

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 Benzene, 1,1"-(1,3-butadiyn... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

19.47 2.11 ng 109165 Phenanthrene-d10 17.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Fluoranthene 202 C16H10 000206-44-0 94
2 Pyrene 202 C16H10 000129-00-0 93
3 Benzene, 1,1"-(1,3-butadiyne-1,4... 202 C16H10 000886-66-8 74
4 5-Ethyl-5-phenyl-4-iminobarbitur... 231 C12H13N302 1000306-49-4 47
5 7H-Furo[3,2-g][1]benzopyran-7-on... 202 C11H604 002009-24-7 25

Abundance Scan 2788 (19.472 min): BG040335.D (-2783) (-) m/z 202.00 100.00%

2

5000

19.20 19.40 19.60 19.80

267281

0! m/z 200.00 22 .52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #62828: Fluoranthene
202
5000 LA L L L L B L L LB

19.20 19.40 19.60 19.80

101 m/z 203.00 21.96%
122136150 174

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
202
19.20 19.40 19.60 19.80
5000 m/z 201.00 15.21%
101

oL 15 39 63 87 | 122136150 174188

wwmrmmﬁmrmm

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #62829: Benzene, 1,1'-(1,3-butadiyne-1,4-diyl)bis- R
202 19.20 19.40 19.60 19.80

m/z 101.00 10.88%

5000

39 63 87101 156 150 374

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19.20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
Data File : BG040335.D

Acq On : 3 Apr 2019 21:07

Operator : JU/SJ

Sample : K1695-04

Misc :

ALS Vial : 11 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

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-Nonadecene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
21.30 8.75ng 571255  Chrysene-d12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 1-Nonadecere 266 Cl1oH38 018435-45-5 95

959261-23-5 94
000400-57-7 91
959085-66-6 91

2 Heptafluorobutyric acid, pentade... 424 C19H31F702
3 Heptafluorobutyric acid, n-octad... 466 C22H37F702
4 Heptadecyl heptafluorobutyrate 452 C21H35F702
5 Nonadecyl heptafluorobutyrate 480 C23H39F702

1000351-83-9 91

Abundance Scan 3099 (21.299 min): BG040335.D (-3094) (-) m/z 57.05 100.00%
57
83
5000
111
T T T
21.00 21.20 21.40 21.60
‘ J 139 167 210 281
ol d M LLE J JRP 167 210 245 261 341 401 0 757 B5.00  82.38%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #115906: 1-Nonadecene
43 97
69
5000 LA L L L L L L L L
21.00 21.20 21.40 21.60
125 m/z 43.05 80.84%
e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
83 T T
21.00 21.20 21.40 21.60
5000 11 m/z 83.10 69.50%
29 130 19 210 e 406
ot b e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #230207: Heptafluorobutyric acid, n-octadecy! ester R S A RaR
57 21.00 21.20 21.40 21.60
97 m/z 97.10 60.07%
5000
125
29 169
oLl ‘l | .| 196224252 297 448
— e
m/z--> 50 100 150 200 250 300 350 400 450 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG040319\

Data File : BG040335.D

Acq On : 3 Apr 2019 21:07

Operator : JU/SJ

ﬁ?ggle i K1695-04 DPC-91723-SO-TP5-A
ALS Vial : 11 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

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 Octacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.45 2.65 ng 173121 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 2-methyloctacosane 408 C29H60 1000376-72-8 87
3 Tetracosane 338 C24H50 000646-31-1 87
4 Nonadecane 268 C19H40 000629-92-5 83
5 Hexacosane 366 C26H54 000630-01-3 81
Abundance Scan 3295 (22.451 min): BG040335.D (-3289) (-) m/z 57.05 100.00%
57
HRA AR BN SR R
113 22.20 22.40 22.60 22.80
141 169
ol 2 LTt 109 197 200 251 205 341 | 771,05 65.010%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 R DA U
85 nmnmnmnm
29 m/z 43.05 58.03%
o h T 141 169 197 225 253 281 309 337 365 394
m/z--> 50 160 150 260 2éo 360 3éo
Abundance
57
" 2020 22.40 2260 22.80
5000 85 m/z 85.05 47.46%
0 29 13 141 169 197 225 267 295 365 393
m/z--> 55 160 150 260 2éo 360 3éo
Abundance #175557: Tetracosane e A s Esa s
57 22.20 22.40 22.60 22.80
m/z 55.00 24 .89Y%
5000 a5
29 113
0 | ] | gl 770,141 169 197 225 253 281 309 338
m/z--> % @ @ ﬁ 250 300 @ ' nmnmnmnm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG040319\

Data File : BG040335.D

Acq On : 3 Apr 2019 21:07

Operator : JU/SJ

ﬁ?ggle i K1695-04 DPC-91723-SO-TP5-A
ALS Vial : 11 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

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.

23.14 3.44 ng 224523 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Nonadecane 268 C19H40 000629-92-5 91
5 Octacosane 394 C28H58 000630-02-4 91

Abundance Scan 3412 (23.138 min): BG040335.D (-3407) (-) m/z 57.05 100.00%

7

5000

:

22.80 23.00 23.20 23.40
m/z 43.05 61.12%

0 11 141 169 207 251 281

m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #194493: Hexacosane

%

5000 85 LA L L L L LB L BB |
22.80 23.00 23.20 23.40
m/z 71.05 57 .45%
29 113 149
ol 1) Mh H\d\ ‘ 169197225253 295323 367
——rr . S [T e ] S T A T
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance
57
P A S
a5 22.80 23.00 23.20 23.40
5000 m/z 85.05 44.81%
29 113
o 141 169 197 225 253 296
e T T A e
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #202662: Heptacosane T T T T
57 22.80 23.00 23.20 23.40
m/z 55.00 22.84%
5000
85
29
o1 (113 141 169 197 225 253 281 323351 380
T T T T T T [ e e T P e e
miz--> 0 50 100 150 200 250 300 350 400 450 22'80 23.00 23.20 23.40

8270-BG032719.M Thu Apr 04 18:16:25 2019 Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG040319\

Data File : BG040335.D

Acq On : 3 Apr 2019 21:07

Operator : JU/SJ

ﬁ?ggle i K1695-04 DPC-91723-SO-TP5-A
ALS Vial : 11 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

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 Heneicosane, 11-(1-ethylpro... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.95 7.31 ng 436369 Perylene-d12 24 .98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 87
2 Tetracosane 338 C24H50 000646-31-1 87
3 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 86
4 Heptacosane 380 C27H56 000593-49-7 83
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 83
Abundance Scan 3550 (23.949 min): BG040335.D (-3542) (-) m/z 57.05 100.00%
57
5000 85 f\
113 23.60 23.80 24.00 24.20
141 207 252
oh] ,‘. BAutphaee, 207 2% 283 s aon 459 o TASTIG 63700
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)-
43
71
5000 AR UL U B
23.60 23.80 24.00 24.20
m/z 71.05 63.50%
o AL M “12‘7‘155 183 225253 295 337
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
a5 23.60 23.80 24.00 24.20
5000 m/z 85.10 49_.29%
o 29 113 141 169 197 225 253 338
mz-> 50 100 150 200 250 300 350 400 450
Abundance #194500: Docosane, 11-butyl-
57 23.60 23.80 24.00 24.20
m/z 55.00 23.69%
- ] WWAAJM
0 ‘\ LM 4 160 210 239 267 399 336 366
m/z--> 5'0 100 150 200 250 300 350 400 450 2360 23.80 24.00 24.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG040319\

Data File : BG040335.D

Acq On : 3 Apr 2019 21:07

Operator : JU/SJ

ﬁ?ggle i K1695-04 DPC-91723-SO-TP5-A
ALS Vial : 11 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

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 Tridecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

24 .91 4.27 ng 254945 Perylene-d12 24 .98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 Hexadecane 226 C16H34 000544-76-3 87
3 Nonadecane 268 C19H40 000629-92-5 87
4 Tetracosane 338 C24H50 000646-31-1 83
5 Tridecane 184 C13H28 000629-50-5 83
Abundance Scan 3714 (24.912 min): BG040335.D (-3706) (-) m/z 57.05 100.00%

57 \
5000 85
LN BN SR SRR

113 141 169 264 24.60 24.80 25.00 25.20

ol 2 SN 169101211 241200 205 327 386 | nzpT 71.10  58.93%

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

%

5000 85 LA L L L L L L L L
24.60 24.80 25.00 25.20
- m/z 43.00 56.31%
ol L L (113 141 169 197 225 253 281 309 337 365 394
SRS 1 R i AL LB D L AR L .
mz--> 50 100 150 200 250 300 350
Abundance
57
Mt
24.60 24.80 25.00 25.20
5000 m/z 85.05 38.62%
85
29
0 113 141 169 197 226
R e e o
mz--> 50 100 150 200 250 300 350
Abundance #117636: Nonadecane R S T TR T T
57 24.60 24.80 25.00 25.20
m/z 55.00 20.81%
5000 85
29 268
0..‘.r,h!ﬂ.,ﬁ.ﬂ! ~ A e L
mz--> 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\BG040319\

Data File : BG040335.D

Acq On : 3 Apr 2019 21:07

Operator : JU/SJ

ﬁ?ggle i K1695-04 DPC-91723-SO-TP5-A
ALS Vial : 11 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

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 Nonadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
26.05 5.87 ng 350135 Perylene-di12 24 .98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Hexacosane 366 C26H54 000630-01-3 90
3 Triacontane 422 C30H62 000638-68-6 90
4 Heptacosane 380 C27H56 000593-49-7 90
5 Heneicosane, l1ll-decyl- 437 C31H64 055320-06-4 90
Abundance Scan 3908 (26.052 min): BG040335.D (-3898) (-) m/z 57.05 100.00%
57
5000 85 ,NWW,NWM~NMJ/\hw””~»~«»vv~
R BRI SRR BN B
113 141 169 25.80 26.00 26.20 26.40
ol b L L 199190215230 267 302328 hzn 7105 61.20%
m/z--> 50 100 150 200 250 300 350 400
Abundance #117636: Nonadecane
57
5000 85 BN RARRA AR DR
25 80 26. oo 26 20 26. 40
29 268 m/z 43.05 54 _.34Y%
L a9 2
0..‘.‘.“.“‘””““““‘..‘|....|.‘...|....|....|...
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 42_.47%
. 29 113 141 169 107 225 253 295 303 367
m/z--> éo 160 1éo 260 2éo 360 3%0 460
Abundance #219831: Triacontane I BLARs ma s B
57 25.80 26.00 26.20 26.40
m/z 55.00 21.49Y%
5000 85
113 141
oL 2/ | 717,141 169 197 225 253 281 309 337 365 393 422
IIIII""""I""I""""I""I""IIII RN AR AR A
m/z--> 50 100 150 200 250 300 350 400 25 80 26. oo 26 20 26. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG040319\

Data File : BG040335.D

Acq On : 3 Apr 2019 21:07

Operator : JU/SJ

ﬁ?ggle i K1695-04 DPC-91723-SO-TP5-A
ALS Vial : 11 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

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 Hexatriacontane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
27.42 2.16 ng 128859 Perylene-di12 24 .98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexatriacontane 507 C36H74 000630-06-8 83
2 Heptacosane, l1l-chloro- 414 C27H55CI 062016-79-9 83
3 Octadecane, l1l-bromo- 332 C18H37Br 000112-89-0 83
4 Octacosane 394 C28H58 000630-02-4 83
5 Tetratetracontane 619 C44H90 007098-22-8 83
Abundance Scan 4141 (27.421 min): BG040335.D (-4132) (-) m/z 57.10 100.00%
57
5000 a5
j M 1051057 st "2 27140 2760 27180
YA T I B 0 Y P e O — m/z 71.05 61.89%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane
57
5000 R AU AU BN
85 27.20 27.40 27.60 27.80
29 m/z 43.05 50.90%
ol | “h‘khﬁﬁ3}ﬂ11§9197225253281309337 379 421449477 506
miz--> 0 55 160 1%0 260 2%0 360 3%0 460 4éo 560
Abundance
57
2720 27.40 27.60 27.80
5000 g5 m/z 85.05 35.80%
29
o 113141 183211239 273301 343371 414
miz--> 0 55 160 1%0 260 zéo 300 3%0 460 4éo 560
Abundance #170752: Octadecane, 1-bromo- RN R B e
57 27.20 27.40 27.60 27.80
m/z 69.00 30.25%
5000

85
135
29 ﬂ
11y

| ! H 1169197225253 303332

I T T I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 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\BG040319\

Data File : BG040335.D

Acq On : 3 Apr 2019 21:07

Operator : JU/SJ

3?22'6 i K1695-04 DPC-91723-SO-TP5-A
ALS Vial : 11 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 7.58 106.9 ng 2233650 1 8.05 417817 20.0
n-Hexadecanoic acid 18.28 3.2 ng 165428 4 17.43 1035140 20.0
Benzene, 1,1°"-(1,... 19.47 2.1 ng 109165 4 17.43 1035140 20.0
1-Nonadecene 21.30 8.8 ng 571255 5 21.70 1306420 20.0
Octacosane 22.45 2.6 ng 173121 5 21.70 1306420 20.0
Hexacosane 23.14 3.4 ng 224523 5 21.70 1306420 20.0
Heneicosane, 11-(... 23.95 7.3 ng 436369 6 24.98 1193920 20.0
Tridecane 24.91 4.3 ng 254945 6 24.98 1193920 20.0
Nonadecane 26.05 5.9 ng 350135 6 24.98 1193920 20.0
Hexatriacontane 27 .42 2.2 ng 128859 6 24.98 1193920 20.0
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