LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO72320\

Data File : BM026857.D

Aca On : 23 Jul 2020 18:45 Instrument :
Operator : JU/CG (B.‘,ll\:gﬁ’;ﬂSam ol
3?22'6 i L3381-13 33&GMDBQB4
ALS Vial : 11 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 4.925 366 372 390 rBVY 1492258 2130623 58.01% 9.031%
2 6.495 633 639 653 rBY 1408243 2188661 59.59% 9.277%
3 7.278 765 772 780 rBV 406381 607189 16.53% 2.574%
4 8.431 960 968 979 rBV 828101 1380578 37.59% 5.852%
5 10.030 1232 1240 1251 rBV 481457 801562 21.82% 3.398%
6 11.083 1412 1419 1424 rBV 40562 68112 1.85% 0.289%
7 12.483 1652 1657 1662 rBV 54114 77518 2.11% 0.329%
8 12.548 1662 1668 1676 rVB 1803064 2586797 70.43% 10.965%
9 12.783 1704 1708 1715 rVB3 48719 86455 2.35% 0.366%
10 12.866 1717 1722 1728 rVB3 42820 72681 1.98% 0.308%
11 13.354 1801 1805 1811 rVB4 36970 61695 1.68% 0.262%
12 13.424 1811 1817 1821 rBV 246522 365080 9.94% 1.548%
13 13.460 1821 1823 1827 rVB 85158 94223 2.57% 0.399%

14 13.883 1891 1895 1900 rVvVv 79169 100262 2.73% 0.425%
15 13.948 1900 1906 1915 rVB 691423 952387 25.93% 4_.037%

16 14.513 1998 2002 2007 rVB2 50444 66358 1.81% 0.281%
17 14.854 2056 2060 2064 rVB 105833 126651 3.45% 0.537%
18 15.260 2122 2129 2134 rBV 98856 165289 4_50% 0.701%
19 15.460 2157 2163 2171 rVB 1562080 2067685 56.29% 8.765%
20 15.724 2202 2208 2209 rBV 134977 180297 4.91% 0.764%

21 15.742 2209 2211 2220 rVB 192643 257056 7.00% 1.090%
22 16.071 2263 2267 2273 rBV5 18773 38932 1.06% 0.165%
23 16.512 2338 2342 2347 rBV 111992 150221 4._.09% 0.637%
24 16.565 2347 2351 2358 rVB 95110 134786 3.67% 0.571%
25 16.712 2371 2376 2381 rBV 774048 1023604 27.87% 4 _.339%

26 17.254 2464 2468 2472 rVV 101972 110896 3.02% 0.470%
27 17.653 2532 2536 2542 rBV 169915 230157 6.27% 0.976%

28 17.948 2582 2586 2591 rVB 71454 83552 2.27% 0.354%
29 18.401 2658 2663 2669 rBV 154507 207399 5.65% 0.879%
30 18.595 2693 2696 2699 rVB 55420 58688 1.60% 0.249%

31 18.789 2725 2729 2732 rBV 70737 102868 2.80% 0.436%
32 19.153 2788 2791 2794 rVV 59410 66775 1.82% 0.283%
33 19.383 2824 2830 2835 rBV 3103878 3673055 100.00% 15.569%
34 20.689 3048 3052 3062 rBV 552949 732515 19.94% 3.105%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO72320\
Data File : BM026857.D

Aca On 23 Jul 2020 18:45

Operator : JU/CG

Sample : L3381-13

Misc :

ALS Vial : 11 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\HPCHEM1\BNA M\METHODS\8270-BM070820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 20.942 3090 3095 3099 rBV 1007300 1260104 34.31% 5.341%

36 23.000 3441 3445 3457 rVB 788320 1280646 34.87% 5.428%

Sum of corrected areas: 23591357
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO72320\
Data File : BM026857.D

Aca On 23 Jul 2020 18:45

Operator : JU/CG

Sample - L3381-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BM026857.D

4.92 6.50

8.43

10.03

11.08

0
Time-->

I I
300 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00

Abundance

3000000

2500000

2000000

1500000

1000000

500000

04
Time-->

TIC: BM026857.D
19,38

12.55
15.46

16.71

13.95

6 1388  14.5114.85 15.2%
A

12.00 1250 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

12,

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BM026857.D

23.00
20.94

20.69

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\HPCHEMI\BNA M\DATA\BMO72320\
Data File : BM026857.D

Aca On 23 Jul 2020 18:45

Operator : JU/CG

Sample - L3381-13

Misc :

ALS Vial : 11 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 Pentadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.88 2.11 ng 100262 Acenaphthene-d10 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 95
2 Tetradecane 198 C14H30 000629-59-4 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Tridecane 184 C13H28 000629-50-5 90
5 Heptadecane 240 C17H36 000629-78-7 72

Abundance Scan 1894 (13.877 min): BM026857.D (-1891) (-) m/z 57.10 100.00%

57.1

5000

13.60 13.80 14.00 14.20
m/z 43.10 82.38%

39

1511 179.2 221.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71393: Pentadecane
57.0

13.60 13.80 14.00 14.20
m/z 71.10 53.36%

5000

29.0

113.0 1410 169.0 212.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59882: Tetradecane
57.0
R A ERRREE RS S S
13.60 13.80 14.00 14.20
5000 85.0 m/z 41.10 47 .01%
29.0
113.0 198.0
m/z--> 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane A EEmEEEEE
57.0 13.60 13.80 14.00 14.20
m/z 85.05 28.97%
5000
85.0

29.0 ‘
L Ll

| , 113.0 1410 169.0 197.0 226.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 13 60 13. 80 14. OO 14. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO72320\
Data File : BM026857.D

Aca On 23 Jul 2020 18:45

Operator : JU/CG

Sample - L3381-13

Misc :

ALS Vial : 11 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 Hexadecane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.85 2.66 ng 126651 Acenaphthene-d10 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 Cl16H34 000544-76-3 93
2 Pentadecane. 7-methvl- 226 C16H34 006165-40-8 83
3 Nonane. 5-butvl- 184 C13H28 017312-63-9 72
4 Undecane. 6-ethvl- 184 C13H28 017312-60-6 59
5 Tridecane, 7-methyl- 198 C14H30 026730-14-3 50

Abundance Scan 2059 (14.848 min): BM026857.D (-2056) (-) m/z 57.10 100.00%
57.1
5000
85.1
301 | ‘ 113.0 14.60 14.80 15.00 15.20
Ol el sl g PO 14011691 1030 2221 | oTUu3GT 82.58%

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

Abundance

#83024: Hexadecane
57.0

5000

14.60 14.80 15.00 15.20
m/z 71.10 51.73%

29.0

L| L 1410  169.0 226.0
S | -

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83040: Pentadecane, 7-methyl-

113.0

57.0

14.60 14.80 15.00 15.20
5000 m/z 41.10 43 .42%

85.0
‘ 112.0
| A

29.0
\‘ ‘\ | 168.0186.0 211.0

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48837: Nonane, 5-butyl-

140.0

14.60 14.80 15.00 15.20
m/z 85.10 30.55%

43.0 71.0

5000 126.0

1 ‘h 1970 ‘ 155.0  184.0

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

I I T
14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO72320\
Data File : BM026857.D

Aca On 23 Jul 2020 18:45

Operator : JU/CG

Sample - L3381-13

Misc :

ALS Vial : 11 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 Decane, 2,6,8-trimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.26 3.47 ng 165289 Acenaphthene-d10 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 2.6.8-trimethvl- 184 C13H28 062108-26-3 87
2 Undecane. 3.5-dimethvl- 184 C13H28 017312-81-1 87
3 Undecane. 3.6-dimethvl- 184 C13H28 017301-28-9 83
4 Heptacosane 380 C27H56 000593-49-7 80
5 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 72
Abundance Scan 2129 (15.260 min): BM026857.D (-2122) (-) m/z 57.10 100.00%
57.1
5000
411
5 15,00 15.20 15.40 15.60
113.1 169.1 . . . .
ol oy AL O 2088 Tz 43.10  54.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48893: Decane, 2,6,8-trimethyl-
57.0
5000 LR B UL UL B
15.00 15.20 15.40 15.60
4110 m/z 71.05 41 _.89%
L 85.0 113 0 155.0 184.0
m/z--> 20 40 eb 80 100 150 140 160 180 200
Abundance #48868: Undecane, 3,5-dimethyl-
57.0
15,00 15.20 15.40 15.60
5000 m/z 41.10 28.03%
41/0 85.0
26p | | | 11201270 1550 1840
m/z--> 20 40 60 éo 100 120 140 1éo 180 200
Abundance #48867: Undecane, 3,6-dimethyl- B RN RE T
57.0 15.00 15.20 15.40 15.60
m/z 85.10 18.81%
5000
41l0
85.0
260 || | 1130 1550 1840
m/z--> 20 40 eb 80 160 120 140 1éo 180 200 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO72320\
Data File : BM026857.D

Aca On 23 Jul 2020 18:45

Operator : JU/CG

Sample - L3381-13

Misc :

ALS Vial : 11 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 Heptadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.72 3.52 ng 180297 Phenanthrene-d10 16.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Heptadecane 240 C17H36 000629-78-7 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 2207 (15.718 min): BM026857.D (-2202) (-) m/z 57.10 100.00%
51.1
. j\AM/L,\/U\/L
R I BRI BN SUR
113.1 15.40 15.60 15.80 16.00
0 134.2 155.2 1831  217.2 n/z 43 .10 82 03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83025: Hexadecane
57.0
5000 UL B UL IR IULLR
85.0 15.40 15.60 15.80 16.00
29.0 ' m/z 71.10 52 _.51%
d . Il  113.0 1410 169.0 197.0 226.0
m/z--> 20 40 60 éo 100 120 140 160 180 200 220 240
Abundance #94344: Heptadecane
57.0
15.40 15.60 15.80 16.00
5000 85.0 m/z 41.10 47 .67%
0L 180 1410 1690 1970 200
mz> %0 4 60 80 100 10 140 1% 180 250 230 250
Abundance #59881: Tetradecane B R o
57.0 15.40 15.60 15.80 16.00
m/z 85.10 36 .36%
5000 850
29.0
\‘ ‘ l, ) 4,180 1410 169.0 1980
m/z--> 20 ' 60 80 100 150 140 160 180 200 220 240 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO72320\
Data File : BM026857.D

Aca On 23 Jul 2020 18:45

Operator : JU/CG

Sample - L3381-13

Misc :

ALS Vial : 11 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 5 Pentadecane, 2,6,10,14-tetr... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.74 5.02 ng 257056 Phenanthrene-d10 16.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10.14-tetramethvl- 268 C19H40 001921-70-6 83
2 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 78
3 Heptadecane. 2.6-dimethvl- 268 C19H40 054105-67-8 78
4 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 72
5 Octane, 1,1"-oxybis- 242 C16H340 000629-82-3 72

Abundance Scan 2211 (15.742 min): BM026857.D (-2209) (-) m/z 57.10 100.00%

57.1

Hr

5000
99.1 15.40 15.60 15.80 16.00
127.1 1551 183.2 : : : :
bt A8 AT L 2000 B0 Tz 71.10 0 74.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117658: Pentadecane, 2,6,10,14-tetramethyl-
57.0
5000 T[T I T[T rr[rrrrprrror

15.40 15.60 15.80 16.00
113.0 m/z 43.10 53.01%

183.0
141.0 225.0 253.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129509: Hexadecane, 2,6,10,14-tetramethyl-
57.0
S AR B B R S
15.40 15.60 15.80 16.00
5000 m/z 41.10 23.01%
85.0
29.0‘
113.0
1830
o b L e 180, a0 ma0 oo
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117655: Heptadecane, 2,6-dimethyl- R R RaEEE L
57.0 15.40 15.60 15.80 16.00
m/z 55.10 22 .80%
5000
85.0
113.0
‘ I ‘ . ). 1410 1820 2250 2530
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.40 15 60 15. 80 16. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO72320\
Data File : BM026857.D

Aca On 23 Jul 2020 18:45

Operator : JU/CG

Sample - L3381-13

Misc :

ALS Vial : 11 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 6 Tridecane, 7-propyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.51 2.94 ng 150221 Phenanthrene-d10 16.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 7-propvl- 226 C16H34 055045-09-5 86
2 Heneicosane 296 C21H44 000629-94-7 86
3 Hexadecane 226 Cl16H34 000544-76-3 80
4 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 80
5 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 80
Abundance Scan 2342 (16.512 min): BM026857.D (-2338) (-) m/z 57.10 100.00%
571.1
5000
113.1 16.20 16.40 16.60 16.80
141.1163.9 190.0  231.1 280.9 n/z 43.10 73 14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83029: Tridecane, 7-propyl-
43.0
71.0
5000 SRR B AR RN
16,20 1640 16.60 16.80
m/z 71.10 52.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141425: Heneicosane
57.0
16.20 16.40 16.60 16.80
5000 85.0 m/z 41.10 40.42%
29.0
DL R0 a0 1690 1970 2250 2530 2960
m/z--> 20 40 65 éo 100 150 150 160 180 200 220 240 260 280 300
Abundance #83025: Hexadecane e  EammEEmETT
57.0 16.20 16.40 16.60 16.80
m/z 85.10 33.32%
5000
85.0
29.0
| L L 4 (113.0 141.0 169.0 197.0 226.0
m/z--> 20 4b 60 éo 160 150 140 160 180 200 220 240 260 280 300 16,20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO72320\
Data File : BM026857.D

Aca On 23 Jul 2020 18:45

Operator : JU/CG

Sample - L3381-13

Misc :

ALS Vial : 11 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 7 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.57 2.63 ng 134786 Phenanthrene-d10 16.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 86
2 Decane. 2-methvl- 156 C11H24 006975-98-0 80
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 72
4 Octane. 5-ethvl-2-methvl- 156 C11H24 062016-18-6 72
5 Pentadecane, 7-methyl- 226 Cl16H34 006165-40-8 64
Abundance Scan 2352 (16.571 min): BM026857.D (-2347) (-) m/z 57.10 100.00%
57.1
5000
85.1
1132 1411 16.20 16.40 16.60 16.80
.,....,....-,:..|,.."..,-'..-.:J,..'.l.,.i...,....1,‘.3.9..1.?.9.7.2]..2.?.3.,1.... 2809 | m/z 71.10  65.84%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141425: Heneicosane
57.0

5000

16.20 16.40 16.60 16.80
m/z 43.10 54.84%

29.0

| 113.0 141.0 169.0 197.0 225.0 253.0  296.0
S
miz-> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #28431: Decane, 2-methyl-
43.0
R B
o 16.20 16.40 16.60 16.80
5000 L m/z 41.10 34.57%
113.0
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- A N B
57.0 16.20 16.40 16.60 16.80
m/z 85.10 32.40%
5000 85.0
113.0
‘ o 141.0 18302110 239.0 267.0 296.0

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16 20 16. 40 16. 60 16. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO72320\
Data File : BM026857.D

Aca On 23 Jul 2020 18:45

Operator : JU/CG

Sample - L3381-13

Misc :

ALS Vial : 11 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 8 Nonadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.25 2.17 ng 110896 Phenanthrene-d10 16.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Tetracosane 338 C24H50 000646-31-1 90
3 Octacosane 394 C28H58 000630-02-4 90
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 86
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 86
Abundance Scan 2467 (17.248 min): BM026857.D (-2464) (-) m/z 57.10 100.00%
57.1
5000 WM
R B SO I B
99.1 17.00 17.20 17.40 17.60
,I. ! ‘E L2800 192 2210+ m/z 43.10 84.37%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57.0
5000 LR B SULRLL BB B
ﬂ%ﬂ%ﬂ@ﬂm
990 m/z 71.10 54 .53%
230] | 4 %%, 1410 1830 2250 2000
m/z--> 55 100 1%0 260 250 360 3éo
Abundance #175557: Tetracosane
57.0
"' 17.00 17.20 17.40 17.60
5000 m/z 41.10 43.56%
99.0
ﬁM]|iJJ“mIMO2%O%m:mM%O Mwwmwﬂmmpﬁw
m/z--> 55 160 150 200 250 360 3éo
Abundance #209566: Octacosane Rm e R
57.0 17.00 17.20 17.40 17.60
m/z 85.05 38.16%
- Ww/b
99.0
27,0 ] Ly 1410 183.0 225.0 281.0 337.0 394.0
m/z--> 5'0 1(')0 150 200 250 3(')0 350 ' 17'00 17. 20 17. 40 17. 60

8270-BMO070820-M Fri Jul 24 04:33:28 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO72320\
Data File : BM026857.D

Aca On 23 Jul 2020 18:45

Operator : JU/CG

Sample - L3381-13

Misc :

ALS Vial : 11 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 9 n-Hexadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
17.65 4_.50 ng 230157 Phenanthrene-d10 16.71
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 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 86
5 Undecanoic acid 186 C11H2202 000112-37-8 80

Abundance Scan 2535 (17.648 min): BM026857.D (-2532) (-) m/z 43.10 100.00%
431
73.0

5000

129.1
S —

157.1 185.0 2131 25626, 0 2070 17.40 17.60 17.80 18.00

; . m/z 73.05 82 .02%

97.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107549: n-Hexadecanoic acid
60.0
5000 1290 LA L L L L L LB TTT

17.40 17.60 17.80 18.00
256.0 m/z 41.10 76.82%

157.0 1g85.0 213.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #95851: Pentadecanoic acid
43.0 ,73.0
R e RS e
17.40 17.60 17.80 18.00
5000 129.0 m/z 60.05 75.30%
%ﬁekﬂ..'..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #72646: Tridecanoic acid R RERAN TR
43.0 73.0 17.40 17.60 17.80 18.00
‘ m/z 57.10 67.12%
5000
129.0
214.0
Ll | e
”qunwm.AHWLW””.”.LH.”.L”.”.””.”.””.”.””“”. AR e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17.40 17.60 17. 80 18 00

8270-BMO070820-M Fri Jul 24 04:33:28 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO72320\
Data File : BM026857.D

Aca On 23 Jul 2020 18:45

Operator : JU/CG

Sample - L3381-13

Misc :

ALS Vial : 11 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 10 unknownl18.40 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.40 4_.05 ng 207399 Phenanthrene-d10 16.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentanol. 3-methvl-2-propvl- 144 C9H200 054004-40-9 40
2 2.4.4-Trimethvl-1-pentanol. pent... 276 C11H17F502 1000365-51-0 32
3 2.4.4.6.6.8.8-Heptamethvl-1-nonene 224 C16H32 015796-04-0 32
4 2.4.4-Trimethvl-1-pentanol. trif... 226 C10H17F302 1000365-19-5 25
5 Formic acid, 2,4,4-trimethylpent... 158 C9H1802 1000368-95-2 25
Abundance Scan 2663 (18.401 min): BM026857.D (-2658) (-) 57.10 100.00%
5%.1
2000 o ‘kw\_JLLA
1692 18 00 18. 20 18 40 18. 60 18. 80
ol Al l 4 1390707 2060 239.02671 88501 Thzz 97.10 41.49%
m/z--> 50 100 150 200 250 300 350
Abundance #21167: 1-Pentanol, 3-methyl-2-propyl-
5%.0
50001 57 113.0 AUV SRR U I
: 18 00 18. 20 18 40 18. 60 18. 80
m/z 113.05 39.75%
i 1810 w0
m/z--> 50 100 150 200 250 300 350
Abundance #123759: 2,4,4-Trimethyl-1-pentanol, pentafluoropropionate
57.0
18.00 18.20 18.40 18.60 18.80
5000 m/z 55.10 30.17%
97.0
29 0‘\ “ ] ‘ | 147.0177.0 2190 2610
m/z--> 160 150 200 250 360 3%0
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene R e e e e
57.0 18.00 18.20 18.40 18.60 18.80
m/z 83.05 20.06%
5000
113.0
‘\ Il ‘ 8? O ‘ 168.0
m/z--> % mo 1% 200 250 300 3% mmmmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO72320\
Data File : BM026857.D

Aca On 23 Jul 2020 18:45

Operator : JU/CG

Sample - L3381-13

Misc :

ALS Vial : 11 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 12 1-Docosene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.69 11.63 ng 732515 Chrysene-di12 20.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 95
2 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
4 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 94
5 1-Heneicosanol 312 C21H440 015594-90-8 94
Abundance Scan 3052 (20.689 min): BM026857.D (-3048) (-) m/z 43.10 100.00%
43.1
83.1
5000
J 125'1 168.1207.0245.1 302.1342.9 391.1430.1 484.2 20.40 2060 2080 2100 _
oA LLA 4 L, 108220702451 30213429 39114301 4842 sz 57.10  92.79%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #151538: 1-Docosene
55.0
97.0
5000 LI UL SULRLN IR B
20,40 20.60 20.80 21.00
m/z 55.10 89.90%
14.4 | l 139.0 1810 308.0
mz-> 0 50 100 150 200 250 300 350 400 450 '
Abundance #199127: Pentafluoropropionic acid, pentadecy! ester
57.0
97.0 USRS VN B
20.40 20.60 20.80 21.00
5000 m/z 69.10 68.19%
154 | | 1[39 0 2100 2550 356.0
mz-> 0 50 160 1%0 260 250 300 350 400 450 '
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester AR EREEE RS
57.0 20.40 20.60 20.80 21.00
70 m/z 83.10 67.61%
5000 Awa“‘*~FA~r~J\w~ﬂwﬁm~‘v¢nwm~
169.0
15.0 | | | T]7210.0 5550 406.0
mz-> 0 50 100 150 200 250 300 350 400 450 ' 20,40 20.60 20.80 21.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO72320\
Data File : BM026857.D

Acq On 23 Jul 2020 18:45

Operator : JU/CG

Sample - L3381-13

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM070820_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]
Pentadecane 13.88 2.1 ng 100262 3 13.95 952387 20.0
Hexadecane 14.85 2.7 ng 126651 3 13.95 952387 20.0
Decane, 2,6,8-tri... 15.26 3.5 ng 165289 3 13.95 952387 20.0
Heptadecane 15.72 3.5 ng 180297 4 16.71 1023600 20.0
Pentadecane, 2,6,... 15.74 5.0 ng 257056 4 16.71 1023600 20.0
Tridecane, 7-propyl- 16.51 2.9 ng 150221 4 16.71 1023600 20.0
Heneicosane 16.57 2.6 ng 134786 4 16.71 1023600 20.0
Nonadecane 17.25 2.2 ng 110896 4 16.71 1023600 20.0
n-Hexadecanoic acid 17.65 4.5 ng 230157 4 16.71 1023600 20.0
unknown18.40 18.40 4.0 ng 207399 4 16.71 1023600 20.0
1-Docosene 20.69 11.6 ng 732515 5 20.94 1260100 20.0
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