LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG121718\
Data File : BG038671.D
Acq On : 17 Dec 2018 20:21 Instrument :
Operator : JU/SJ (B.‘,'I\!A_(t;S ol

- _ lentosampleld :
3?22'6 - J6347-03 P001-SD001-0612-01
ALS Vial : 19 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-BG121218_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 5.143 346 350 359 rvB2 24360 40942 2.63% 0.402%
2 5.607 422 429 435 rBV 433259 712864 45.73% 7.004%
3 5.672 435 440 450 rVB 204949 415369 26.64% 4.081%
4 6.048 498 504 513 rBV2 57000 96359 6.18% 0.947%
5 7.211 694 702 720 rVB 451581 837917 53.75% 8.233%
6 7.587 758 766 776 rBV 410167 738260 47.36% 7.254%
7 8.058 839 846 857 rBv2 74333 147627 9.47% 1.451%
8 8.381 894 901 910 rVB 303197 540724 34.69% 5.313%
9 9.239 1037 1047 1058 rBV 261935 498100 31.95%  4.894%
10 10.878 1319 1326 1332 rBV 96840 179674 11.53% 1.765%

11 13.316 1732 1741 1751 rBV 664291 1049711 67.34% 10.314%
12 14.139 1876 1881 1888 rBV 43757 64369 4._.13% 0.632%
13 14.697 1969 1976 1985 rVB2 164131 269425 17.28% 2.647%
14 16.183 2222 2229 2243 rBV 615617 961330 61.67% 9.446%
15 17.441 2437 2443 2456 rBV 232412 369281 23.69% 3.628%

16 18.304 2584 2590 2600 rBV2 42808 73044 4.69% 0.718%
17 19.573 2801 2806 2810 rBv4 9780 15822 1.01% 0.155%
18 20.043 2880 2886 2892 rBV 1169903 1558919 100.00% 15.317%
19 20.314 2926 2932 2936 rBV5 9759 16358 1.05% 0.161%

20 21.318 3097 3103 3117 rBV 104586 183158 11.75% 1.800%

21 21.724 3163 3172 3181 rBV2 240653 408314 26.19%% 4.012%

22 21.847 3186 3193 3202 rBV5 11524 30875 1.98% 0.303%
23 22.476 3293 3300 3304 rBV 49048 91678 5.88% 0.901%
24 22.517 3304 3307 3321 rVBS8 21999 65084 4.17% 0.639%
25 23.157 3409 3416 3425 rBV7 17743 53366 3.42% 0.524%
26 23.375 3447 3453 3462 rVB5 11258 25059 1.61% 0.246%
27 23.992 3550 3558 3565 rBV 34210 80519 5.17% 0.791%
28 25.020 3723 3733 3744 rVvB2 131815 388225 24.90% 3.815%
29 25.502 3804 3815 3824 rBV6 17968 51194 3.28% 0.503%
30 26.289 3928 3949 3950 rBV7 33011 129905 8.33% 1.276%
31 28.304 4279 4292 4307 rBVS8 19457 83928 5.38% 0.825%
Sum of corrected areas: 10177400
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG121718\

Data File : BG038671.D

Acq On : 17 Dec 2018 20:21

Operator : JU/SJ

ﬁ?gg le J6347-03 P001-SD001-0612-01
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BG038671.D

1000000
800000

600000

7.21
5.61 759

400000
8.38

.67

. 5.14 44j}05

Time--> 350 4.00 450 500 550 6.00 6.50 7.00 750 8.00 850 9.00 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG038671.D

200000
8.06 10.88

2004

1000000

800000

13.32
16.18

600000

400000

17.44 21.72

200000 14.70
21.32

1414 A 18,30 1957 || 2031 | e &%

O o o .U o e e e e B LA R i B

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: BG038671.D

1000000
800000
600000
400000

200000 25 02

23.2837 23.99 A 25.50 26,29 28.30

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\BG121718\

Data File : BG038671.D

Acq On : 17 Dec 2018 20:21

Operator : JU/SJ

3?22 le J6347-03 P001-SD001-0612-01
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

5.14 5.55 ng 40942 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Diacetamide 101 C4H7NO2 000625-77-4 9
3 Tetramethylammonium acetate 133 C6H15N02 010581-12-1 9
4 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 349 (5.137 min): BG038671.D (-346) (-) m/z 43.00 100.00%
a3
5000 59
| 1‘|’1 480 500 520 540
Ot ey et e e e e e m/z 59.00 48_.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 540
m/z 101.00 16.37%
15 31 101
0 ‘ Tl Ly 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
480 500 520 540
5000 59 m/z 58.00 13.66%
73
101
ol 28 51 86
wﬂmﬁwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14657: Tetramethylammonium acetate
43 ] 4.80 500 5.20 5.40
m/z 41.00 7.42%
5000
15 30 74
0'“l“'WH'w'“w'“'VH'P'“V'“l““l“'WH'w'“w'“w'”%%%'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG121718\

Data File : BG038671.D

Acq On : 17 Dec 2018 20:21

Operator : JU/SJ

3?22 le J6347-03 P001-SD001-0612-01
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_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 Benzene, 1,3-dimethyl- Concentration Rank 4

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

6.05 13.05 ng 96359 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
2 o-Xylene 106 C8H10 000095-47-6 97
3 p-Xylene 106 C8H10 000106-42-3 95
4 Ethylbenzene 106 C8H10 000100-41-4 93
5 1,3-Cyclopentadiene, 5-(1-methyl... 106 C8H10 002175-91-9 87

Abundance Scan 504 (6.048 min): BG038671.D (-498) (-) m/z 91.00 100.00%
il
5000 106
0w T | 580 6.00 620 6.40
N YR PR YOO NPT NN | m/z 106.00  42.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5100: Benzene, 1,3-dimethyl-
91
106
5000 RN LRSS S IR
5.80 6.00 6.20 6.40
m/z 105.00 17.26%
39 51 "
o N AN .- P PR O TR 300 - | R
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
91
580 6.00 620 6.40
5000 106 m/z 51.00 14 _.41%
51 7
o8, 2 oas e 8
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5081:p—Xerne LA L L L L B B BB
il 5.80 6.00 6.20 6.40
m/z 77.00 13.39%
5000 106
39 51 77
27 65
0..,....,....,....M.%?.}hu??,Jﬂ..,..JN,.??.,l”%%...u,... BN AREE ARSI A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG121718\
Data File : BG038671.D

Acq On : 17 Dec 2018 20:21

Operator : JU/SJ

Sample - J6347-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\SVOASRV\HPCHEMI\BNA_ G\METHODS\8270-BG121218.M

- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\Database\NIST11.L

LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 unknown7.59 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.59 100.02 ng 738260 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 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI102 014203-19-1 25
3 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 25
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22
5 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16

Abundance Scan 766 (7.587 min): BG038671.D (-758) (-) m/z 131.90 100.00%
5000 68
s % e R R
I 8% 6 || 7 e 103 7.20 7.40 7.60 7.80 8.00
0....,...!,'!...," 2l m/z 68.00 43.10%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 LI L L L L L L L L B L
7.20 7.40 7.60 7.80 8.00
31 70 m/z 133.90 34.01%
60
I R ¥ 7 8 | 105 116
I o e B o e e R e B E
m/z--> 30 40 50 70 80 90 100 110 120 130 140
Abundance
132
B e S  EEEE R
7.20 7.40 7.60 7.80 8.00
5000 m/z 66.00 33.18%
69
39 57 76
SRR e T AR
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14403: Imidazole, 4,5-dicyano-1-methyl- R ERRES pama s LS
132 7.20 7.40 7.60 7.80 8.00
m/z 69.00 19.54%
5000
67
80 91
45 54 106
OGQH\WQ
m/z--> 30 40 50 70 80 90 100 110 120 130 140 7.20 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG121718\

Data File : BG038671.D

Acq On : 17 Dec 2018 20:21

Operator : JU/SJ

3?22 le J6347-03 P001-SD001-0612-01
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_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 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.30 3.96 ng 73044 Phenanthrene-d10 17.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Dodecanoic acid 200 C12H2402 000143-07-7 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Pentadecanoic acid 242 C15H3002 001002-84-2 53

Abundance Scan 2589 (18.298 min): BG038671.D (-2584) (-) m/z 73.00 100.00%

143 199 | 227 256 18.00 18.20 18.40 18.60

43 60 73
5000 129
97 213
115 157171 185

0 m/z 43.00 91.69%
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 TT LR B TTTT TTTT

18. 00 18. 20 18 40 18. 60

m/z 60.00 86.37%
213
‘J‘H' 143 157171185 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43
18.00 18.20 18.40 18.60
5000 120 m/z 55.00 72.16%
157
29
115
87 101 143 | 171 200
0 15 185
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
43 60 73 18.00 18.20 18.40 18.60
m/z 57.00 70.52%
5000 129
29
o 15 L“u' 143157
m/z--> 20 40 60 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\BG121718\

Data File : BG038671.D

Acq On : 17 Dec 2018 20:21

Operator : JU/SJ

3?22 le J6347-03 P001-SD001-0612-01
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_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 Octacosyl heptafluorobutyrate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
21.32 8.97 ng 183158 Chrysene-d12 21.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosyl heptafluorobutyrate 606 C32H57F702 1000351-83-6 91
2 Hexacosyl heptafluorobutyrate 578 C30H53F702 1000351-83-3 91
3 Hexacosyl pentafluoropropionate 528 C29H53F502 1000351-81-2 91
4 Tricosyl heptafluorobutyrate 536 C27H47F702 1000351-83-4 91
5 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 91
Abundance Scan 3103 (21.318 min): BG038671.D (-3097) (-) m/z 57.00 100.00%
57
5000 N
M]97
21.00 21.20 21.40 21.60
6
o”.w..”kkfffﬁ.393”,.”.,”..“..w..”,.”.“..w..”, m/z 43.00 86.81%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #241205: Octacosyl heptafluorobutyrate
57
97
5000 AR AR SRR RN
21.00 21.20 21.40 21.60
m/z 55.00 65.27%
0 27‘ “Mn‘hh94§9 208237 278 320349 392 437 588
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
o7 21.00 21.20 21.40 21.60
5000 m/z 41.00 43.59%
139,69
ob by ) (7 208037 78307 34 409 560
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #237739: Hexacosy! pentafluoropropionate e L AR an s e e
57 21.00 21.20 21.40 21.60
m/z 71.00 42.69%
97
5000
oL J l Pfgles 222 278307 364 409 510
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG121718\

Data File : BG038671.D

Acq On : 17 Dec 2018 20:21

Operator : JU/SJ

3?22 le J6347-03 P001-SD001-0612-01
ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 8 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.48 4.49 ng 91678 Chrysene-di12 21.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Sulfurous acid, butyl tridecyl e... 320 C17H3603S 1000309-18-0 90
3 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 90
4 Tetracosane 338 C24H50 000646-31-1 87
5 Heneicosane 296 C21H44 000629-94-7 86
Abundance Scan 3301 (22.482 min): BG038671.D (-3293) (-) m/z 57.00 100.00%

g7
5000
85

3 113 141 160 101208 67 355 22.20 22.40 22.60 22.80
ol AL L f g M 109000208 267 85 RS T00 69, 90%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57
5000 LA L L L L L L L
85 22. 20 22. 40 22 60 22. 80
29 m/z 71.00 52.27%
0 | \L ‘\‘M b \Jll3 \141 169 197 225 253 282
m/z--> 50 100 150 200 250 300 350
Abundance
57
22.20 22.40 22.60 22.80
5000 m/z 85.00 33.92%
85
29
o 113 139 183 217235
m/z--> 50 100 150 200 250 300 350
Abundance #149369: Sulfurous acid, butyl dodecyl ester
57 22.20 22.40 22.60 22.80
m/z 55.00 29.82%
5000
85
29
o H A 113 139 169 203221
m/z--> 50 100 150 200 250 300 350 22. 20 22. 40 22 60 22. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG121718\

Data File : BG038671.D

Acq On : 17 Dec 2018 20:21

Operator : JU/SJ

3?22 le J6347-03 P001-SD001-0612-01
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_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 unknown22.52 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
22.52 3.19 ng 65084 Chrysene-di12 21.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,1"-(2-propyl-1,3-... 250 C18H34 055030-21-2 47
2 5-Octadecene, (E)- 252 C18H36 007206-21-5 47
3 1-Hexadecanol 242 C16H340 036653-82-4 43
4 Chloroacetic acid, pentadecyl ester 304 C17H33CI102 070301-47-2 38
5 Cyclodecane, octyl- 252 C18H36 016539-09-6 37
Abundance Scan 3308 (22.523 min): BG038671.D (-3304) (-) m/z 83.00 100.00%
55 8B
129
5000
397
179 513 282 341
|‘ ”| I | 22.20 22.40 22.60 22.80
ob——- L ...,....,....,.. —h m/z 55.00 93.36%
m/z--> 50 100 15 200 250 300 350 400
Abundance #102610: Cyclohexane, 1,1'-(2-propyl-1,3-propanediyl)bis-
55 83
5000 NS B ABUARSUNABRE
11 nmnmnmnm
‘ 153 207 m/z 97.00 84.99%
ol N o, M by a8 .”‘- we | o
m/z--> 50 100 150 200 250 300 350 400
Abundance
55
83 22.20 22.40 22.60 22.80
5000 m/z 75.00 72.04%
29 111
o 139 168 195 224 252
m/z--> 55 160 150 200 2%0 300 3éo 400
Abundance #95980: 1-Hexadecanol
55 22.20 22.40 22.60 22.80
83 m/z 128.90 61.45%
5000
31 111
L a0 o
m/z--> 55 160 1éo 260 2%0 360 3éo 460 22.20 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG121718\
Data File : BG038671.D

Acq On : 17 Dec 2018 20:21

Operator : JU/SJ

Sample - J6347-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\SVOASRV\HPCHEMI\BNA_ G\METHODS\8270-BG121218.M

- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\Database\NIST11.L

LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 Eicosyl pentafluoropropionate Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
23.16 2.61 ng 53366 Chrysene-di12 21.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Eicosyl pentafluoropropionate
2 Tricosyl heptafluorobutyrate
3 Triacontyl acetate

4 Eicosyl heptafluorobutyrate

5 Tricosyl trifluoroacetate

444 C23H41F502
536 C27H47F702
480 C32H6402

494 C24H41F702
436 C25H47F302

1000351-80-8 83
1000351-83-4 83
041755-58-2 83
1000351-83-5 83
1000351-75-1 83

Abundance Scan 3416 (23.157 min): BG038671.D (-3409) (-) m/z 57.00 100.00%
57
5000
22.80 23.00 23.20 23.40
0 m/z 55.00 75.31%
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #225763: Eicosyl pentafluoropropionate
57
5000 LA L L L L LB L LN B
22.80 23.00 23.20 23.40
125 m/z 43.00 63.84%
J 2L u‘ M h \‘ ‘h . “182210 252280 325 426
e — L o
miz-> 0 50 250 300 350 400 450 500
Abundance
57
e
97 22.80 23.00 23.20 23.40
5000 m/z 83.00 54.61%
125
0 29 169195000050 294322 367 518
T [T T T A A T
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #232691: Triacontyl acetate
a3 22.80 23.00 23.20 23.40
97 m/z 97.00 50.53%
9
5000
125
NELT l ‘l 153181200 250278306334362 392420 462
T T T T T T T P T e e o e e
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\HPCHEMI\BNA_G\DATA\BG121718\

Data File : BG038671.D

Acq On : 17 Dec 2018 20:21

Operator : JU/SJ

3?22 le J6347-03 P001-SD001-0612-01
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_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 Heptacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

23.99 4_.15 ng 80519 Perylene-d12 25.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Octacosane 394 C28H58 000630-02-4 87
5 Tetracosane 338 C24H50 000646-31-1 87

Abundance Scan 3558 (23.992 min): BG038671.D (-3550) (-) m/z 57.00 100.00%

57
5000

99 A At s
41 194 2& 23.60 23.80 24.00 24.20 24.40

A P E Y et S m/z 43.00 65.23%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #202661: Heptacosane
57

5000 TTTT LR B TTTT TT
23 60 23. 80 24, OO 24 20 24. 40
99 m/z 71.05 45 _.56%
41
ol 260141 [T 188 225 267 309 380
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
23.60 23.80 24.00 24.20 24.40
5000 m/z 85.00 36.92%

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

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223852: Hentriacontane
57 23.60 23.80 24.00 24.20 24.40
m/z 54.95 27.21%
5000
o 141183 225 267 309 351 437
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 23 60 23. 80 24, OO 24 20 24. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG121718\

Data File : BG038671.D

Acq On : 17 Dec 2018 20:21

Operator : JU/SJ

3?22 le J6347-03 P001-SD001-0612-01
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_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 Octadecanal Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
25.50 2.64 ng 51194 Perylene-di12 25.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 83
2 Tetradecanal 212 C14H280 000124-25-4 80
3 Heptadecanal 254 C17H340 1000376-70-0 80
4 Oxirane, hexadecyl- 268 C18H360 007390-81-0 72
5 9-Tetradecen-1-ol, acetate, (2)- 254 C16H3002 016725-53-4 49
Abundance Scan 3815 (25.502 min): BG038671.D (-3804) (-) m/z 43.00 100.00%
48
82
5000
109 355 LA DR DU B
i 133 153 194 267 25.20 25.40 25.60 25.80
ol L "m/z 57.00 96.71%
m/z--> 50 150 200 250 300 350
Abundance #117604: Octadecanal
43
5000 LR DR DU B
25.20 25.40 25.60 25.80
m/z 55.00 75.95%
oL \ h HL (137 166 194 222 280568
m/z--> o 200 2éo 360 3%0
Abundance
57 82
25.20 25.40 25.60 25.80 |
5000 m/z 82.00 56.29%
29
109
168
. 138 194212
m/z--> §o 160 150 260 250 360 3%0
Abundance #105849: Heptadecanal
43 82 25.20 25.40 25.60 25.80
m/z 96.00 42 .20%
5000
‘ 109
m/z--> §o 1 150 200 2éo 360 3%0 25.20 25.40 25.60 25.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG121718\

Data File : BG038671.D

Acq On : 17 Dec 2018 20:21

Operator : JU/SJ

3?22 le J6347-03 P001-SD001-0612-01
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_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 unknown28.30 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
28.30 4.32 ng 83928 Perylene-di12 25.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-6-Octadecen-1-ol acetate 310 C20H3802 1000130-94-7 47
2 9-Tetradecen-1-ol, acetate, (E)- 254 C16H3002 023192-82-7 47
3 1,15-Pentadecanediol 244 C15H3202 014722-40-8 47
4 17-Octadecenal 266 C18H340 056554-86-0 47
5 Z-2-Dodecenol 184 C12H240 069064-36-4 47
Abundance Scan 4291 (28.299 min): BG038671.D (-4279) (-) m/z 57.00 100.00%
57
82
5000
111
‘ | || I 147 209 267 355 28.00 28.20 28.40 28.60
ob—L L S £ O ) m/z 43.00 84._43%
m/z--> 50 100 150 200 250 300 350
Abundance #153125: E-6-Octadecen-1-ol acetate
43 8
5000 SRR NN BN SUN
28.00 28.20 28.40 28.60
109 m/z 82.00 56.82%
“‘ 137
ol | .M‘lwuﬂ | S
m/z--> 50 100 150 200 250 300 350
Abundance
5 g,
28.|00 28.|20 28.|40 28.|60
5000 m/z 55.00 51.97%
110
29 138 o5 7
ob—4t e e L e
m/z--> 55 160 1éo 260 2%0 360 3éo
Abundance #97493: 1,15-Pentadecanediol R Ea RS S
5 28.00 28.20 28.40 28.60
m/z 83.00 48 .38%
82
5000
31
‘ 1ﬁ9 137
o —
m/z--> 50 100 150 200 250 300 350 28.00 28.20 28.40 28.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG121718\

Data File : BG038671.D

Acq On : 17 Dec 2018 20:21

Operator : JU/SJ

3?22 le J6347-03 P001-SD001-0612-01
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_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]
2-Pentanone, 4-hy... 5.14 5.5 ng 40942 1 8.06 147627 20.0
Benzene, 1,3-dime... 6.05 13.1 ng 96359 1 8.06 147627 20.0
unknown7 .59 7.59 100.0 ng 738260 1 8.06 147627 20.0
n-Hexadecanoic acid 18.30 4.0 ng 73044 4 17.44 369281 20.0
Octacosyl heptafl... 21.32 9.0 ng 183158 5 21.72 408314 20.0
Eicosane 22.48 4.5 ng 91678 5 21.72 408314 20.0
unknown22 .52 22.52 3.2 ng 65084 5 21.72 408314 20.0
Eicosyl pentafluo... 23.16 2.6 ng 53366 5 21.72 408314 20.0
Heptacosane 23.99 4.2 ng 80519 6 25.02 388225 20.0
Octadecanal 25.50 2.6 ng 51194 6 25.02 388225 20.0
unknown28.30 28.30 4.3 ng 83928 6 25.02 388225 20.0
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