LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018935.D

Aca On : 26 Feb 2019 18:35

Operator : JU/SJ

Sample : K1610-01

Misc :

ALS Vial : 9 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-BM021119.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 5.287 368 374 394 rBVY 5141459 7273027 87 .90% 8.447%
2 6.869 636 643 664 rBY 4613429 7817998 94 .49% 9.080%
3 7.228 694 704 720 rBVY 5069383 7914254 95.65% 9.191%
4 7.693 775 783 791 rBVY 1315473 2017557 24.38% 2.343%
5 8.010 829 837 852 rVB 3778100 5807666 70.19% 6.745%
6 8.863 974 982 996 rBVY 2646056 4479772 54.14% 5.203%
7 10.481 1250 1257 1272 rBV 1490404 2503469 30.26% 2.907%
8 11.522 1428 1434 1445 rBV2 32917 100833 1.22% 0.117%
9 12.957 1670 1678 1691 rBV 5617453 8274102 100.00% 9.609%
10 13.810 1817 1823 1838 rVB 251672 380779 4 .60% 0.442%

11 14.345 1907 1914 1922 rBV2 1749448 2649312 32.02% 3.077%
12 15.839 2162 2168 2183 rBV 3530277 5020976 60.68% 5.831%
13 17.098 2375 2382 2387 rBV2 1758413 2554407 30.87% 2.967%
14 17.986 2527 2533 2544 rBV 714358 1121660 13.56% 1.303%
15 19.156 2728 2732 2739 rVB 55076 93354 1.13% 0.108%

16 19.268 2747 2751 2763 rBV 419724 666400 8.05% 0.774%
17 19.727 2824 2829 2845 rBV 6633579 8119446 98.13% 9.430%
18 20.521 2961 2964 2969 rBV 91026 110829 1.34% 0.129%
19 20.992 3039 3044 3051 rBvV 582710 832621 10.06% 0.967%
20 21.292 3090 3095 3100 rBV 2425322 3068591 37.09% 3.564%

21 21.427 3114 3118 3123 rBV 673630 733818 8.87% 0.852%
22 21.856 3187 3191 3197 rBV 1072081 1327350 16.04% 1.542%
23 22.321 3265 3270 3277 rVB 1596736 1992203 24.08% 2.314%
24 22.827 3351 3356 3363 rBV 1652269 2310941 27.93% 2.684%
25 23.392 3447 3452 3460 rBV 1351154 2310526 27.92% 2.683%

26 23.539 3471 3477 3486 rBV 1766434 3330712 40.25% 3.868%
27 24.039 3557 3562 3572 rVB 1085287 2041324 24.67% 2.371%
28 24.791 3684 3690 3698 rVB 600144 1250341 15.11% 1.452%

Sum of corrected areas: 86104268
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

= Z:\SVOASRV\HPCHEM1I\BNA M\DATA\BM022619\
: BMO18935.D

: 26 Feb 2019 18:35

: JU/SJ

: K1610-01

9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L

TIC Integ

ration Parameters: LSCINT.P

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BM018935.D

5.29 7.23
6.87

8.01

8.86

7.69

10.48

11.52

0
Time-->

T
350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50

11.00 11.50

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BM018935.D

12.96

15.84

14.35 17.10

13.81

17.99
19.27

19.

1973

20.5!

O
Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BM018935.D

21.29

22.32 23.3

Time-->

21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00

8270-BM0211
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018935.D

Aca On : 26 Feb 2019 18:35

Operator : JU/SJ

Sample : K1610-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown7.23 Concentration Rank 1

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

7.23 78.45 ng 7914250 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 2-Cyclohexen-1-one 96 C6H80 000930-68-7 11

Abundance Scan 704 (7.228 min): BM018935.D (-694) (-) m/z 132.00 100.00%
132.0
5000 681
40.0 9.0 oo 680 700 7.0 7.40 760
L m/z 68.10 51.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132.0
5000 R L L I
6.80 7.00 7.20 7.40 7.60
m/z 134.00 32.88%
150 300 %0 1010
m/z--> 20 40 60 86 100 120 140 160 180 200 220 240 260 280
Abundance #48639: Tranylcypromine-propionyl
57.0 132.0
6.80 7.00 7.20 7.40 7.60
5000 98.0 m/z 66.10 31.79%
m/z--> 20 40 eb 86 160 150 150 1é0 180 200 220 240 260 280
Abundance #13679: 5-Fluoro-2-chloropyrimidine T REm REmmE A
132.0 6.80 7.00 7.20 7.40 7.60
m/z 69.05 20.75%
5000
‘ 7?0
] | | 1
m/z--> 20 46 eb 80 100 120 140 160 180 200 220 240 260 280 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018935.D

Aca On : 26 Feb 2019 18:35

Operator : JU/SJ

Sample : K1610-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 7
R.T. EstConc Area Relative to ISTD R.T.
17.99 8.78 ng 1121660 Phenanthrene-d10 17.10
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 74
3 Tridecanoic acid 214 C13H2602 000638-53-9 59
4 Tetradecanoic acid 228 C14H2802 000544-63-8 52
5 Dodecanoic acid 200 C12H2402 000143-07-7 42
Abundance Scan 2534 (17.992 min): BM018935.D (-2527) (-) m/z 73.00 100.00%
73.0
43.0
5000
213.2 T T T T
157.1 185.1 nmnmmmmwmm
SESESS) W'} 5 m/z 60.00 65.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
43.0 73.0
5000 256.0 AR U B
ﬂmnmmmmmmm
213.0 m/z 43.05 56.96%

' 157.0 185.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43.0 73.0

e N S BLELEL S B
17.60 17.80 18.00 18.20 18.40
5000 129.0 m/z 57.05 51.56%

L

.. ARREER
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65566: Tridecanoic acid

e
73.0 17.60 17.80 18.00 18.20 18.40
m/z 55.10 50.61%

43.0
5000 1200
' 171.0
214.0
98.0
18%‘ ‘H\M\HM“ -~ ‘ \ ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 60 17. 80 18. OO 18 20 18. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018935.D

Aca On : 26 Feb 2019 18:35

Operator : JU/SJ

Sample : K1610-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Octadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.27 4.34 ng 666400 Chrysene-di12 21.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 86
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 64
4 Pentadecanoic acid 242 C15H3002 001002-84-2 60
5 N-Acetylisoxazolidine 115 C5H9NO2 115615-36-6 18
Abundance Scan 2751 (19.268 min): BM018935.D (-2747) (-) m/z 73.00 100.00%
73.0
43.0
5000
185.1 241.2 R SRR U DR AR
284.2 356.0 19.00 19.20 19.40 19.60
- m/z 60.00 70.76%
m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
43.0 73.0
5000 129.0 R
mmmmwmmm
1850 o410 2840 m/z 43.05 66.53%
1.
150 Ao [ ||
m/z--> 50 100 150 200 250 300 350
Abundance #75071: Tetradecanoic acid
73.0
43.0 119.00 19.20 19.40 19.60
m/ 57.10 61.32%
5000 129.0 z 0
‘ 185.0 228.0
,,,,I,!MHHA 457,-%,\,‘|,,L,
m/z--> 50 100 150 200 250 300 350
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester AT R e e aee
43.0 19.00 19.20 19.40 19.60
m/z 55.05 54 _.39Y%
73.0
129.0
185.0
L “HL 2 \ F R AN - PN 17X
m/z--> m m 200 250 m m mmmmwmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018935.D

Aca On : 26 Feb 2019 18:35

Operator : JU/SJ

Sample : K1610-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 7-Hexadecene, (Z2)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.99 5.43 ng 832621 Chrysene-di12 21.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Hexadecene. (2)- 224 C16H32 035507-09-6 90
2 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 68
3 1-Octadecanol 270 C18H380 000112-92-5 64
4 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 64
5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 62
Abundance Scan 3044 (20.992 min): BM018935.D (-3039) (-) m/z 57.10 100.00%
57.1
5000 L—JL’J
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
20.60 20.80 21.00 21.20 21.40
39.1
ok 182.1 239.3 281.0 326.0 369.1  431.2 489.1 n/z 71.10 79 .56%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #72494: 7-Hexadecene, (2)-
58.0
5000 j\|""|"'j¥7"'|""|"
7.0 20.60 20.80 21.00 21.20 21.40
m/z 43.05 70.33%
J A | | 140.0 1810 224.0
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester
43.0
20.60 20.80 21.00 21.20 21.40
5000 20 m/z 69.10 61.30%
L] 325 168.0 2100 2520
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #100813: 1-Octadecanol A mm na s s
43.0 83.0 20.60 20.80 21.00 21.20 21.40
m/z 83.10 57 .60%
5000
25.0
I | 1680 2240
mz-> 50 100 150 200 250 300 350 400 450 | | 20.60 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018935.D

Aca On : 26 Feb 2019 18:35

Operator : JU/SJ

Sample : K1610-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Heptacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.43 4.78 ng 733818 Chrysene-di12 21.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Tetradecane 198 C14H30 000629-59-4 90
3 Tricosane 324 C23H48 000638-67-5 90
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 86
5 2-Thiopheneacetic acid, 4-tetrad... 338 C20H3402S 1000280-67-0 86
Abundance Scan 3119 (21.433 min): BM018935.D (-3114) (-) m/z 57.10 100.00%
517.
5000
9.1
4.1 2070 21.20 21.40 21.60 21.80
Oh bk J|, L, 2000 2810 3440 4320 4891 54921 s 774 90 93.40%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #151555: Heptacosane
57.0
5000
21.20 21.40 21.60 21.80
9.0 m/z 85.10 65.80%
15.9 ﬂ]14101830225026703090 380.0
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #55008: Tetradecane

A

21.20 21.40 21.60 21.80
m/z 43.10 58.48%

5000

15. "7141.0 198.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #130016: Tricosane  ERE REEE e
21.20 21.40 21.60 21.80

m/z 55.10 26.07%

5000

324.0
141.0183.0025 0267.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21. 20 21. 40 21 60 21. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018935.D

Aca On : 26 Feb 2019 18:35

Operator : JU/SJ

Sample : K1610-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Pentadecane, 8-heptyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.86 8.65 ng 1327350 Chrysene-di12 21.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
2 Octadecane. 2-methvl- 268 C19H40 001560-88-9 90
3 Heptacosane 380 C27H56 000593-49-7 87
4 2-Thiopheneacetic acid. 4-tetrad... 338 C20H3402S 1000280-67-0 86
5 Nonadecane 268 C19H40 000629-92-5 86
Abundance Scan 3192 (21.862 min): BM018935.D (-3187) (-) m/z 57.05 100.00%
51.0
5000
2.0 21.60 21.80 22.00 22.20
1411 . . . .
Ob bl 1|, L, 2000 28103233 3861430.1475.1 54921 nso 71 10 88.42%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #123100: Pentadecane, 8-heptyl-
5000 R AR U AR
21.60 21.80 22.00 22.20
m/z 85.10 61.51%
1410 190,05 5 3000
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #99487: Octadecane, 2-methyl- J\
57.0
21,60 21.80 22.00 22.20
5000 m/z 43.10 56.00%
9.0
I, ; 141.0183. 0225 0
m/z--> 50 100 1éo 200 250 300 350 400 450 500 550
Abundance #151556: Heptacosane R Aiaaa
57.0 21.60 21.80 22.00 22.20
m/z 55.10 23.68%
5000
9.0
| |, 141.0183. 0225 0267.0 323.0 380.0
m/z--> 50 160 1éo 200 250 300 350 400 450 500 550 2160 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018935.D

Aca On : 26 Feb 2019 18:35

Operator : JU/SJ

Sample : K1610-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Heptadecane, 9-hexyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.32 12.98 ng 1992200 Chrysene-di12 21.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 91
2 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
3 Heneicosane. 11-(l-ethvlpropvl)- 366 C26H54 055282-11-6 91
4 Heptacosane 380 C27H56 000593-49-7 90
5 Docosane 310 C22H46 000629-97-0 90
Abundance Scan 3270 (22.321 min): BM018935.D (-3265) (-) m/z 57.10 100.00%
57.
5000
30 22.00 22.20 22.40 22.60
141.1 - - - -
0 ...,....|!.'|...,.1.8.3.1225..2 28103232 4032 4751 8350 | sz 71.05  91.11%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #130022: Heptadecane, 9-hexyl-
43.0
5000 5.0 IUNARARRAR AR ARER

22.00 22.20 22.40 22.60
m/z 85.10 60.59%

210.0
| 127.0169.0 |, 267.0 3230

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #123100: Pentadecane, 8-heptyl-
57.0
UL UNAERE
22.00 22.20 22.40 22.60
5000 m/z 43.10 56.82%

9.0
210.0
| | 1410 12520 309.0

e L R

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)- T T T T T
43.0 22.00 22.20 22.40 22.60
m/z 55.05 23.60%
5000 5.0

‘ uFPmonm mwwo

m/z--> 50 100 150 200 250 300 350 400 450 500 550 22. OO 22 20 22. 40 22 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018935.D

Aca On : 26 Feb 2019 18:35

Operator : JU/SJ

Sample : K1610-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Docosane, 9-butyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.39 13.87 ng 2310530 Perylene-di12 23.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 9-butvl- 366 C26H54 055282-14-9 94
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 91
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 91

Abundance Scan 3452 (23.392 min): BM018935.D (-3447) (-) m/z 57.10 100.00%

5000

L

9.0 R P

141.11g31 23.00 23.20 23.40 23.60 23.80
225.2 280.2323.2365.4 414.1 462.0504.2549.1 /7 9110 89 670

[0} - -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #147096: Docosane, 9-butyl-
57.0

23.00 23.20 23.40 23.60 23.80
m/z 85.10 61.76%

9.0
1141.01820 2530 309.0 565

J "
LISLENL L L L L L L L L L L L L LB L B

O —

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #115577: Pentadecane, 8-hexyl-
43.4
T
23.00 23.20 23.40 23.60 23.80
5000 5.0 m/z 43.10 54 _25%
196.0
127.0 i 739 0281, 0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115570: Heneicosane T A B RS B e
23.00 23.20 23.40 23.60 23.80
m/z 55.10 22 .99%
5000
9.0
141.0183.0225.0  296.0
A AR RRRRE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.00 23.20 23.40 23.60 23.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018935.D

Aca On : 26 Feb 2019 18:35

Operator : JU/SJ

Sample : K1610-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Docosane, 11-butyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

24.04 12.26 ng 2041320 Perylene-d12 23.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 1l1-butvl- 366 C26H54 013475-76-8 94
2 Docosane. 9-butvl- 366 C26H54 055282-14-9 94
3 Heneicosane. 1ll-pentvl- 366 C26H54 014739-72-1 94
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 91

Abundance Scan 3562 (24.039 min): BM018935.D (-3557) (-) m/z 57.10 100.00%

57.1
5000

9.1 e B B ma
1411 2070 281.0 23.80 24.00 24.20 24.40
Ot ht Il L i 22h08233 8793 4611503154910 Tnzz 71.10  89.72%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #147098: Docosane, 11-butyl-
57.0

23.80 24.00 24.20 24.40
m/z 85.10 61.36%

9.0
! 10 21002530 3090 3660
I L i e B L LI I e o o B e S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #147096: Docosane, 9-butyl-
57.0
_l_'_'_'—rl_'_'_'—rl_l_'_'—rl_'_'_'—rl_l_r
23.80 24.00 24.20 24.40
5000 m/z 43.10 52.93%

.0
141 0182 0 253 0 309 0 3650

%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #147102: Heneicosane, 11-pentyl- T T T

43.0 23.80 24.00 24.20 24.40

m/z 69.10 23.54%
5000 50
224.0 205 0
‘ 'k 127 0169 0 l 336.0

T T R e e R EEEES

m/z--> 50 100 150 200 250 300 350 400 450 500 550 23. 80 24.00 24.20 24.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018935.D

Aca On : 26 Feb 2019 18:35

Operator : JU/SJ

Sample : K1610-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Hexadecane, l-iodo- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
24.79 7.51 ng 1250340 Perylene-di12 23.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 1-iodo- 352 C16H33lI 000544-77-4 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 10-Methvlnonadecane 282 C20H42 056862-62-5 90
5 Triacontane 422 C30H62 000638-68-6 90
Abundance Scan 3690 (24.791 min): BM018935.D (-3684) (-) m/z 57.10 100.00%
57.
5000 )l
o 24,40 24.60 24.80 25.00 25.20
141.1 . . . . .
— ||, Li 118322251 28103233 3793 4322 4771 | ns5 71.05  91.08%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #141774: Hexadecane, 1-iodo-
57.0
5000 LN U AU SR I
24.40 24.60 24.80 25.00 25.20
9.0 295.0 m/z 85.10 64 .58%
L] 1191830 352.0
miz--> 0 55 160 1%0 260 2%0 360 3%0 460 4%0 '
Abundance #115570: Heneicosane
57.0
24,40 24.60 24.80 25.00 25.20
5000 m/z 43.05 54 _72%
9.0
159 | | | 141018302050  296.0
miz--> 0 55 160 1%0 260 2%0 360 3%0 460 4%0 '
Abundance #142113: Heptadecane, 9-octyl- A B e B s T B
57.0 24.40 24.60 24.80 25.00 25.20
m/z 69.10 24 _.70%
9.0
...,J....,.w.?.“%',".l.f*.f*‘.-?..2.3?'0.2.8.1-.0%2?-9
miz--> 0 50 100 150 200 250 300 350 400 450 24.40 24.60 24.80 25.00 25.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM022619\
Data File : BM018935.D

Acq On : 26 Feb 2019 18:35

Operator : JU/SJ

Sample : K1610-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown7 .23 7.23 78.5 ng 7914250 1 7.69 2017560 20.0
n-Hexadecanoic acid 17.99 8.8 ng 1121660 4 17.10 2554410 20.0
Octadecanoic acid 19.27 4.3 ng 666400 5 21.29 3068590 20.0
7-Hexadecene, (Z2)- 20.99 5.4 ng 832621 5 21.29 3068590 20.0
Heptacosane 21.43 4.8 ng 733818 5 21.29 3068590 20.0
Pentadecane, 8-he... 21.86 8.7 ng 1327350 5 21.29 3068590 20.0
Heptadecane, 9-he... 22.32 13.0 ng 1992200 5 21.29 3068590 20.0
Docosane, 9-butyl- 23.39 13.9 ng 2310530 6 23.54 3330710 20.0
Docosane, 11-butyl- 24.04 12.3 ng 2041320 6 23.54 3330710 20.0
Hexadecane, 1-iodo- 24.79 7.5 ng 1250340 6 23.54 3330710 20.0
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