LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM061620\
Data File : BM026414.D

Aca On : 16 Jun 2020 16:17

Operator : JU/CG

Sample : L3017-01

Misc :

ALS Vial : 7 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 M\METHODS\8270-BM060520 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 3.687 131 136 142 rVB 39765 54726 1.13% 0.202%
2 5.034 359 365 379 rBVY 1305482 1897634 39.03% 6.999%
3 6.604 625 632 649 rBVY 1427147 2187190 44.99% 8.067%
4 7.398 760 767 774 rBV 409781 604675 12.44% 2.230%
5 7.710 813 820 830 rBVY 1118762 1757644 36.15% 6.483%
6 8.545 954 962 976 rBV 931833 1495139 30.75% 5.514%
7 10.157 1226 1236 1248 rBV 502144 832945 17.13% 3.072%
8 12.663 1655 1662 1677 rBV 2162500 3112420 64.02% 11.479%
9 12.974 1708 1715 1724 rBV 277867 442886 9.11% 1.633%
10 13.527 1803 1809 1821 rBvV 147782 217976 4._.48% 0.804%

11 14.051 1892 1898 1911 rBV 742812 1058511 21.77% 3.904%
12 15.221 2089 2097 2109 rBvV 173574 270619 5.57% 0.998%
13 15.557 2148 2154 2168 rBV 1711911 2446356 50.32% 9.023%
14 16.804 2361 2366 2376 rVB 904030 1250931 25.73% 4.614%

15 17.233 2434 2439 2454 rVB4 31479 57291 1.18% 0.211%
16 18.615 2669 2674 2682 rBV 228545 364494 7.50% 1.344%
17 18.933 2724 2728 2732 rVB 64097 70130 1.44% 0.259%
18 19.462 2812 2818 2825 rBV 4271324 4861596 100.00% 17.930%
19 19.774 2867 2871 2874 rBV3 34603 51854 1.07% 0.191%
20 20.127 2928 2931 2936 rVB 47168 54006 1.11% 0.199%

21 20.768 3035 3040 3049 rBvV 307874 425624 8.75% 1.570%
22 21.015 3077 3082 3090 rBV 1134428 1466389 30.16% 5.408%
23 22.521 3335 3338 3342 rVB 97765 118092 2.43% 0.436%
24 23.103 3431 3437 3446 rVB 892890 1489841 30.65% 5.495%
25 23.621 3521 3525 3532 rVB 138586 226305 4._.65% 0.835%

26 23.703 3535 3539 3549 rVB3 140894 298289 6.14% 1.100%

Sum of corrected areas: 27113563
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM061620\
Data File : BM026414.D

Aca On : 16 Jun 2020 16:17

Operator : JU/CG

Sample : L3017-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BM026414.D
4000000

3000000

2000000

5.03 6.60

7.71
1000000 8.55

7.40 10.16
3.69

T B L L L

T T T
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM026414.D

19,46
4000000

3000000

12.66

2000000
15.56

16.80
1000000 14.05

12.97 1862
L A 13;(53 “ 152 17.23 | 18.93 | 19,7720.13

Time--> 12.00 12,50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM026414.D

4000000

3000000

2000000

21.02 23.10

1000000

T

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 2500 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM061620\
Data File : BM026414.D

Aca On : 16 Jun 2020 16:17

Operator : JU/CG

Sample : L3017-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.97 8.37 ng 442886 Acenaphthene-d10 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 87
2 Pvridine. 2-butvl-. 1-oxide 151 C9H13NO 031396-32-4 59
3 Metacetamol 151 C8HONO2 000621-42-1 53
4 Acetaminophen 151 C8HONO2 000103-90-2 53
5 m-Isopropoxyaniline 151 C9H13NO 041406-00-2 42
Abundance Scan 1714 (12.969 min): BM026414.D (-1708) (-) m/z 43.05 100.00%
43
109
5000
151
57 69 85 1260 12.80 13.00 13.20
123 169 : - : -
| IR .',|:'.~.-'.|', 88 2SI | m/z 109.10  58.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43 109
151
5000 '|{\" [T
12.60 12.80 13.00 13.20
57 69 g5 m/z 151.10 35.83%
ot B e R | am
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
109
1260 12.80 13.00 13.20
5000 151 m/z 41.10 22.49%
93 122
32 79 134
G R R L S WL B B SR W WA
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24779: Metacetamol TP PR T
109 12.60 12.80 13.00 13.20

m/z 69.10 13.20%

5000 151
43
80
15 27 54 65 91 | 122135 |

O L T e e e LI B e e e e o N EEmas

m/z--> 20 40 60 80 100 120 140 160 180 200 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM061620\
Data File : BM026414.D

Aca On : 16 Jun 2020 16:17

Operator : JU/CG

Sample : L3017-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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 unknownl5.22 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.22 5.11 ng 270619 Acenaphthene-d10 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 58
2 (-)-10-Camphorsulfonvl chloride 250 C10H15CI03S 039262-22-1 47
3 2-Propenal. 3-(2.2.6-trimethvl-7... 194 C12H1802 055759-91-6 47
4 Metacetamol 151 C8H9NO2 000621-42-1 38
5 Acetaminophen 151 C8H9NO2 000103-90-2 35
Abundance Scan 2097 (15.221 min): BM026414.D (-2089) (-) m/z 43.05 100.00%
43
109
5000
| i i Ry
1 123 255 : : : :
ol rrebbtl bl g,y 3137 | 160 95 L 25 T8 .10 61, 24
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43 109
151
5000 L AU S SRR

15.00 15.20 15.40 15.60
69 gs m/z 213.20 27.22%

169
oL15 % 56 N gl 128137 ) 7 4 21

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
109
e
8 151 15.00 15.20 15.40 15.60
5000 L 123 m/z 41.05 26.96%
67
41 05
ol 27 .1l Sf 137 | 167 186 215 250
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #56286: 2-Propenal, 3-(2,2,6-trimethyl-7-oxabicyclo[4.1.0]...
109 15.00 15.20 15.40 15.60

m/z 151.10 22 .28%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM061620\
Data File : BM026414.D

Aca On : 16 Jun 2020 16:17

Operator : JU/CG

Sample : L3017-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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 3-Eicosene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.62 5.83 ng 364494 Phenanthrene-d10 16.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 94
2 1-Hexadecanol 242 C16H340 036653-82-4 94
3 Dichloroacetic acid. 4-hexadecvl... 352 C18H34C1202 1000282-98-1 94
4 1-Heneicosanol 312 C21H440 015594-90-8 94
5 b-Eicosene, (E)- 280 C20H40 074685-30-6 93
Abundance Scan 2675 (18.621 min): BM026414.D (-2669) (-) m/z 55.10 100.00%
69 83
41 97
5000
125 18.40 18.60 18.80 19.00
140 207 : : : :
I 154168 193207221 267 283 77 43.10 89 320
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127771: 3-Eicosene, (E)-
43
83
97
5000
29 18.40 18.60 18.80 19.00
125 m/z 57.10 81.71%
o “ 139153167182196210224 252 280

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

43
> g3 SRRSO 2, PN | RN,
9 18.40 18.60 18.80 19.00
5000 ’ m/z 69.05 73.91%

29 111
125
o 140154168182196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #185100: Dichloroacetic acid, 4-hexadecy! ester

6 18.40 18.60 18.80 19.00
83 m/z 83.10 73.38%

125 224
140154168182196

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.40 18.60 18.80 19.00

5000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM061620\
Data File : BM026414.D

Aca On : 16 Jun 2020 16:17

Operator : JU/CG

Sample : L3017-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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

83

Peak Number 5 1-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.77 5.81 ng 425624 Chrysene-di12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 95
2 Cvclotetracosane 336 C24H48 000297-03-0 95
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
4 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 94
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 94
Abundance Scan 3040 (20.768 min): BM026414.D (-3035) (-) m/z 57.05 100.00%
57
83
5000
111
—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—q—v—
139 168 20.40 20.60 20.80 21.00
ol 1-1. | l A0 168101 222 268 295 325 355 401429 | 77 4305  97.85%
m/z--> 50 100 150 200 250 300 350 400
Abundance #151538: 1-Docosene
55
97
5000 AU UM SRR
29 20.40 20.60 20.80 21.00
‘ 125 m/z 55.10 88.77%
0........|....1|5?.1§1. N ....30.8... i
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
I I I

20.40 20.60 20.80 21.00

5000 m/z 83.10 71.97%
111
o 139 167 196 224 250 279 308 336
T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #205392: Trichloroacetic acid, hexadecy! ester e R
20.40 20.60 20.80 21.00
69 m/z 69.10 68.97%
97
5000
125
o 153 196 224
m/z--> 50 100 150 200 250 300 350 400 20.40 20.60 20.80 21.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM061620\
Data File : BM026414.D

Aca On : 16 Jun 2020 16:17

Operator : JU/CG

Sample : L3017-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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 Heptadecane, 9-octyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

23.62 3.04 ng 226305 Perylene-di12 23.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
2 Octacosane 394 C28H58 000630-02-4 90
3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 90
4 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 90
5 Hexatriacontane 507 C36H74 000630-06-8 90

Abundance Scan 3525 (23.621 min): BM026414.D (-3521) (-) m/z 57.10 100.00%

5000 85

-

23.40 23.60 23.80 24.00
155 183207 239 341
ol b 1113‘.},....,....,.26.8.2.9,7....,?‘?9..,‘.‘1.7.. m/z 43.10 63.21%

m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl-

%

5000 85 L e
23. 40 23 60 23 80 24. 00

m/z 71.10 59.88%

113
oL J\ LT 169 107 2 267 204 323 352
g P e e e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
e RS
23.40 23.60 23.80 24.00
5000 o m/z 85.10 39.21%
29
o 113 141 169 197 225 253 281 309 337 365 394
e = S Sl ML S S L
m/z--> 50 100 150 200 250 300 350 400
Abundance #141431: Eicosane, 10-methyl- e R BAE man e et
57 23.40 23.60 23.80 24.00
m/z 55.10 24 _35%
113 154
o J I Ll 70T, T77,183 211 239 281
e Sttt hnat
m/z--> 50 100 150 200 250 300 350 400 23.40 23.60 23.80 24.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM061620\
Data File : BM026414.D

Aca On : 16 Jun 2020 16:17

Operator : JU/CG

Sample : L3017-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM060520.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 5-Eicosene, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.70 4.00 ng 298289 Perylene-di12 23.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 95
2 Octacosanol 410 C28H580 000557-61-9 93
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Octadecane. 1-(ethenvloxv)- 296 C20H400 000930-02-9 92
5 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 87
Abundance Scan 3538 (23.697 min): BM026414.D (-3535) (-) m/z 57.10 100.00%
57
83
5000
111
LSRN SR PN B
139 207 23.40 23.60 23.80 24.00
182 266 341
0 ....,....,l...,..~.~.,..2.3.8,...2.9,6....,...f‘?l.‘.‘?o.,...?f’?. m/z 43.10 84.92%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #127769: 5-Eicosene, (E)-
55
5000 R B UL B B
23.40 23.60 23.80 24.00
29 111 m/z 55.10 83.55%
o1 M ‘ }39167196223252280
m/iz--> 0 50 200 250 300 350 400 450 500
Abundance
57
o1 LSRN U PN B
23.40 23.60 23.80 24.00
5000 m/z 83.10 75.51%
125
0 29 153181209236264292322 364392
mz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #155046: 1-Heneicosanol e B R R R et
55 83 23.40 23.60 23.80 24.00
m/z 69.10 65.15%
B \JJL
29
oL 1139167 106 238266204
m/iz--> 0 50 100 1%0 200 250 300 350 400 450 500 23.40 23.60 23.80 24.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM061620\
Data File : BM026414.D

Acq On : 16 Jun 2020 16:17

Operator : JU/CG

Sample : L3017-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM060520_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]
2,4,7,9-Tetrameth... 12.97 8.4 ng 442886 3 14.05 1058510 20.0
unknownl15.22 15.22 5.1 ng 270619 3 14.05 1058510 20.0
3-Eicosene, (E)- 18.62 5.8 ng 364494 4 16.80 1250930 20.0
1-Docosene 20.77 5.8 ng 425624 5 21.02 1466390 20.0
Heptadecane, 9-oc... 23.62 3.0 ng 226305 6 23.10 1489840 20.0
5-Eicosene, (E)- 23.70 4.0 ng 298289 6 23.10 1489840 20.0
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