LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1I\BNA M\DATA\BMO72220\
Data File : BM026836.D
Aca On : 22 Jul 2020 17:26 Instrument :
Operator : JU/CG gyAﬁg el

- _ lentosampleld :
a?ggle : L3373-01 FK-BPM-03-016-ABCD
ALS Vial : 8 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-BM070820 .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 4.943 369 375 395 rBVY 1227871 1704672 42.33% 8.565%
2 6.513 633 642 663 rBY 1259456 1902451 47.24% 9.559%
3 7.295 768 775 785 rBV 285312 435028 10.80% 2.186%
4 8.448 964 971 990 rBV 699849 1173193 29.13% 5.895%
5 10.048 1236 1243 1258 rBV 331292 581460 14.44% 2.922%
6 12.566 1664 1671 1685 rBVY 1713194 2408059 59.80% 12.099%
7 13.442 1814 1820 1830 rBV 202266 302545 7.51% 1.520%
8 13.960 1902 1908 1918 rBV2 567221 814199 20.22% 4_.091%
9 15.471 2159 2165 2175 rBVY 1560301 2142273 53.20% 10.764%
10 16.724 2368 2378 2390 rBvV 686822 984082 24.44% 4 .945%

11 17.665 2533 2538 2545 rBV 127572 174942 4._.34% 0.879%
12 18.406 2659 2664 2669 rBV 175223 212337 5.27% 1.067%

13 18.824 2730 2735 2746 rVB3 29492 51704 1.28% 0.260%
14 18.959 2754 2758 2765 rBV 43394 72812 1.81% 0.366%
15 19.059 2771 2775 2782 rVB 31268 40646 1.01% 0.204%

16 19.389 2825 2831 2837 rBV 3469847 4027151 100.00% 20.235%
17 20.083 2945 2949 2954 rBV 36124 47629 1.18% 0.239%
18 20.294 2981 2985 2991 rBV 215255 250424 6.22% 1.258%
19 20.694 3049 3053 3062 rBvV 268560 400423 9.94% 2.012%
20 20.947 3091 3096 3105 rBV 848044 1071611 26.61% 5.384%

21 21.141 3126 3129 3133 rBV2 35923 40325 1.00% 0.203%
22 21.559 3197 3200 3207 rBV5 37624 71943 1.79% 0.361%
23 22.436 3347 3349 3353 rVB 41461 43364 1.08% 0.218%

24 23.012 3441 3447 3456 rVB 546464 949045 23.57% 4._.769%

Sum of corrected areas: 19902318
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO72220\

Data File : BM026836.D

Aca On : 22 Jul 2020 17:26

Operator : JU/CG

ﬁ?ggle i L3373-01 FK-BPM-03-016-ABCD
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.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: BM026836.D

3000000
2500000
2000000

1500000
4.94 6.51

1000000
8.45

500000 730 10.05

T L L

Time--> 300 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00
Abundance TIC: BM026836.D

1939

3000000
2500000

2000000

12.57
15.47
1500000

1000000

a6 16.72
500000 2029
13.44 18.41 :
. 17.67 1818906 || 20.08)

Time--> 12.00 1250 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: BM026836.D

3000000
2500000
2000000
1500000

1000000 20.95
23.01

500000{, 59
21.14 2156 22.44 o

e

Time--> 21.00 2150 22.00 22.50 23.00 2350 24.00 2450 25.00 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\BMO72220\

Data File : BM026836.D

Aca On : 22 Jul 2020 17:26

Operator : JU/CG

ﬁ?ggle i L3373-01 FK-BPM-03-016-ABCD
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.67 3.56 ng 174942 Phenanthrene-d10 16.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 81
3 Pentadecanoic acid 242 C15H3002 001002-84-2 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Undecanoic acid 186 C11H2202 000112-37-8 58
Abundance Scan 2539 (17.671 min): BM026836.D (-2533) (-) m/z 43.05 100.00%
73
5000
129
T e | 1740 1760 178 1560
ol o A%2 | E L. A% w/z 41.10  84.94%

m/z--> 50 100 150 200 250 300 350
Abundance #107548: n-Hexadecanoic acid

r

5000 256 S m e et A,
17.40 17.60 17. 80 18 00

m/z 60.00 83.28%

157 185

0 i W -
m/z--> 50 100 150 200 250 300 350
Abundance

73
43 17.40 17.60 17.80 18.00
5000 m/z 73.05 78.60%
129
171
98 214
18 152 1o

ol bl L e R0
m/z--> 50 100 150 200 250 300 350
Abundance #95854: Pentadecanoic acid P R T T T T T

3 7 17.40 17.60 17.80 18.00
m/z 55.10 74 ._.78%
5000
129 242
‘ 17 199

ob—4 Li‘ J“ h il u VE b 2 I S Basiamsoiahh

m/z--> 150 200 250 300 350 17.40 17.60 17. 80 18 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO72220\

Data File : BM026836.D

Aca On : 22 Jul 2020 17:26

Operator : JU/CG

ﬁ?ggle i L3373-01 FK-BPM-03-016-ABCD
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.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 unknownl8.41 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.41 4.32 ng 212337 Phenanthrene-d10 16.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. di(2-ethvlhexvIl)... 306 C16H3403S 1000309-19-1 47
2 Pentane. 2.2.4-trimethvl-4-nitro- 159 C8H17NO2 005342-78-9 47
3 Octane. 2-bromo- 192 C8H17Br 000557-35-7 47
4 2.4.4-Trimethvl-1-pentanol. hept... 326 C12H17F702 1000365-01-4 43
52,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 39
Abundance Scan 2665 (18.412 min): BM026836.D (-2659) (-) m/z 57.10 100.00%
57
5000
97 113
41 83
169 18.00 18.20 18.40 18.60 18.80
o 137153 191 207221 282 m/z 55.10 35450
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #149371: Sulfurous acid, di(2-ethylhexyl) ester
57

18:00 18.20 18.40 18.60 18.80
m/z 97.10 34.76%

5000

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
41 18.00 18.20 18.40 18.60 18.80
5000 m/z 113.20 32.76%
97
27 112
81
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54934: Octane, 2-bromo- AP
57 41 18.00 18.20 18.40 18.60 18.80
m/z 41.10 24.89%
43
soo| 28
113
oL14 \‘ I “ |, 85 99 ‘ 135149 192
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18 00 18. 20 18. 40 18 60 18. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO72220\

Data File : BM026836.D

Aca On : 22 Jul 2020 17:26

Operator : JU/CG

ﬁ?ggle i L3373-01 FK-BPM-03-016-ABCD
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.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 2,4,4,6,6,8,8-Heptamethyl-1.._. Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.29 4_.67 ng 250424 Chrysene-di2 20.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.4.6.6.8.8-Heptamethvl-1-nonene 224 C16H32 015796-04-0 53
2 2.4.4-Trimethvl-1-pentanol. pent... 276 C11H17F502 1000365-51-0 50
3 2.4.4-Trimethvl-1-pentanol. trif... 226 C10H17F302 1000365-19-5 38
4 Octane. 2-iodo- 240 C8H171 000557-36-8 32
5 Octane, 2-bromo- 192 C8H17Br 000557-35-7 32
Abundance Scan 2984 (20.289 min): BM026836.D (-2981) (-) m/z 57.10 100.00%
57
5000 97
3 l 169 207 20.00 20.20 20.40 20.60
ol ﬁ, l7¢ jotsr T AT 249 281 327 35 7 97.10  38.44%
m/z--> 50 100 150 200 250 300 350
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57
5000
20.00 20.20 20.40 20.60
83 113 m/z 113.10 33.94%
ol .4-:“.1,.1. 3 8
m/z--> 50 100 150 200 250 300 350
Abundance
57
20.00 20.20 20.40 20.60
5000 m/z 55.10 32.60%
97
119
oL 2 79 147 177 219 261
m/z--> 50 100 150 200 250 300 350
Abundance #82218: 2,4,4-Trimethyl-1-pentanol, trifluoroacetate T T AT
57 20.00 20.20 20.40 20.60
m/z 41.05 21.01%
- /\/M
97
0 %Q‘M “ 79 127 153 193211
m/z--> 50 100 150 200 250 300 350 20.00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO72220\

Data File : BM026836.D

Aca On : 22 Jul 2020 17:26

Operator : JU/CG

ﬁ?ggle i L3373-01 FK-BPM-03-016-ABCD
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.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 Cyclohexadecane, 1,2-diethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.69 7.47 ng 400423 Chrysene-di12 20.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane. 1.2-diethvl- 280 C20H40 1000155-85-3 98
2 Cvclotetracosane 336 C24H48 000297-03-0 95
3 1-Docosene 308 C22H44 001599-67-3 94
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 91
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 91
Abundance Scan 3052 (20.689 min): BM026836.D (-3049) (-) m/z 43.10 100.00%

43
83
5000
111

20 40 20. 60 20. 80 21. 00
6 \ 139 165 189208 265283
o o dy® 200 18955 20e 30 Tmyz 55.05  91.77%

m/z--> 50 100 150 200 250 300 350
Abundance #127777: Cyclohexadecane, 1,2-diethyl-
43
69
o7 280

5000
20 40 20.60 20.80 21.00
251 m/z 57.05 86.48%

153 181 209 233
04
m/z--> 50 100 150 200 250 300 350
Abundance
43 83

20.40 20.60 20.80 21.00

5000 m/z 41.05 68.30%
111
0 65 139 167 106 224 250 279 308 336
— Pl e e A
miz--> 50 100 150 200 250 300 350
Abundance #151538: 1-Docosene R A R

20 40 20. 60 20. 80 21. OO
m/z 83.05 62 .05%

97
5000
29
125
o 79 |, L | 153 181 308
L LY S UL UL B

m/z--> 50 100 150 200 250 300 350 20.40 20.60 20.80 21.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BMO72220\

Data File : BM026836.D

Acq On = 22 Jul 2020 17:26

Operator : JU/CG

3?22'6 i L3373-01 FK-BPM-03-016-ABCD
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM070820_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
n-Hexadecanoic acid 17.67 3.6 ng 174942 4 16.72 984082 20.0
unknownl18.41 18.41 4.3 ng 212337 4 16.72 984082 20.0
2,4,4,6,6,8,8-Hep... 20.29 4.7 ng 250424 5 20.95 1071610 20.0
Cyclohexadecane, ... 20.69 7.5 ng 400423 5 20.95 1071610 20.0
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