LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM018613.D

Aca On 17 Jan 2019 14:36

Operator : JU/SJ

Sample : K1147-22

Misc :

ALS Vial : 6 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-BM010919 .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 3.516 70 73 87 rBv 226338 344624 1.93% 0.233%
2 4.887 300 306 314 rBV 326018 504902 2.83% 0.341%
3 5.334 375 382 394 rBVY 7417346 10405200 58.36% 7.021%
4 6.922 644 652 666 rBY 6642095 11256666 63.13% 7 .596%
5 7.275 703 712 722 rBV 7492886 12070398 67.69% 8.145%
6 7.739 785 791 798 rVB 1452513 2176123 12.20% 1.468%
7 8.057 837 845 855 rVB 6085223 9584496 53.75% 6.468%
8 8.910 981 990 1003 rBY 4344181 7101820 39.83% 4.792%
9 10.528 1258 1265 1273 rBV 1652337 2783922 15.61% 1.879%
10 13.004 1679 1686 1701 rBVY 10556139 15730015 88.22% 10.615%

11 13.845 1822 1829 1841 rBV 878376 1212912 6.80% 0.818%
12 14.386 1915 1921 1930 rVvB2 2178131 3363567 18.86% 2.270%
13 15.886 2168 2176 2193 rBV 7914409 11302143 63.39% 7.627%
14 17.139 2382 2389 2395 rBV 2525612 3609194 20.24% 2.435%
15 18.027 2534 2540 2558 rBV2 1188341 2042462 11.45% 1.378%

16 19.209 2736 2741 2746 rVB3 129771 191036 1.07% 0.129%
17 19.309 2753 2758 2773 rBV 680174 1227620 6.88% 0.828%
18 19.774 2831 2837 2847 rBV 14487745 17830676 100.00% 12.032%
19 21.033 3047 3051 3057 rBvV 569059 675941 3.79% 0.456%
20 21.333 3096 3102 3106 rBV 2793525 3844639 21.56% 2.594%

21 21.468 3121 3125 3132 rVB 742359 857920 4.81% 0.579%
22 21.909 3195 3200 3207 rBV 1993279 2390351 13.41% 1.613%
23 22.374 3274 3279 3295 rVB 3417450 4776093 26.79% 3.223%
24 22.891 3361 3367 3376 rBV 3981416 6079172 34.09% 4.102%
25 23.468 3459 3465 3477 rVB 3564919 6150499 34.49% 4_.150%

26 23.603 3482 3488 3499 rVB 1894249 3723429 20.88% 2.513%
27 24.121 3570 3576 3586 rBV 2335432 4575137 25.66% 3.087%
28 24.885 3699 3706 3715 rBV 1083052 2380694 13.35% 1.606%

Sum of corrected areas: 148191651
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM018613.D

Aca On 17 Jan 2019 14:36

Operator : JU/SJ

Sample : K1147-22

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BM018613.D
1.4e+07

1.2e+07
1e+07

8000000 5.33 7.27
6.92

6000000 8.06

4000000

2000000 7.74 10.53
3.52 4.89

e L e e | |

Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM018613.D

1.4e+07 1977

1.2e+07
13.00
1e+07

8000000 15.89

6000000

4000000

2000000 1439 e
13.84 18.03 19.31
1921

Ol e e e e bl S o S e e

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM018613.D

1.4e+07

1.2e+07
1e+07
8000000

6000000

2237 22.89 23.47

4000000 21.33 24.12

21.91 .
24.89
2000000 2103 [1.47
N

S

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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM018613.D

Aca On 17 Jan 2019 14:36

Operator : JU/SJ

Sample : K1147-22

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 Propylene Glycol Concentration Rank 14

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

3.52 3.17 ng 344624 1,4-Dichlorobenzene-d4 7.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propvlene Glvcol 76 C3H802 000057-55-6 86
2 Isopropvl Alcohol 60 C3H80 000067-63-0 56
3 (H-(H)-1.2-Propanediol 76 C3H802 004254-15-3 40
4 2-Heptanol. (S)- 116 C7H160 006033-23-4 9
5 Propane, 2-ethoxy- 88 C5H120 000625-54-7 9

Abundance Scan 74 (3.522 min): BM018613.D (-70) (-) m/z 45.05 100.00%
43.0
5000 ﬂ\\_
rrrrrTprTT T T TR R R T
61.0 175.9 320 3.40 3.60 3.80
Ol el /82 981 1209 SRS 2070 sz 43.05  21.88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #918: Propylene Glycol
44.0
5000 AL AR SRS SRR
320 340 3.60 3.80
m/z 61.00 7.43%
e oo
0'"|'I'"|!""|""'|"''|""l""l""l""l""l""
m/z--> 20 60 80 100 120 140 160 180 200
Abundance #287: Isopropy! Alcohol
44.0
320 340 360 380
5000 m/z 44.05 5.21%
27.0
0'"Hﬂw'w”'§$9"I”"I”"I”"I”"I”"I”"I”"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #930: (S)—(+)—l,2—Pr0panedi0I L ISR L B N B BB |
45.0 320 3.40 3.60 3.80
m/z 42.00 4_00%
- mﬂwm
29.0 61.0
O b e e e e NSRS SRR SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM018613.D

Aca On 17 Jan 2019 14:36

Operator : JU/SJ

Sample : K1147-22

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 11

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

4.89 4.64 ng 504902 1,4-Dichlorobenzene-d4 7.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 38
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 32
4 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 17
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 307 (4.893 min): BM018613.D (-300) (-) m/z 43.10 100.00%
431
59.1
5000
101.1 e A
830 | 460 4.80 500 5.20
o‘ﬁﬁ-wﬁalu...+|,....,~....-,....,....,....,....,....,297.-9. m/z 59.10 57.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L L UL
59.0 460 480 500 520
0
150 1010 m/z 101.10 24 .71%
Wl ) ) 83.0 !
e L L I S L S S BN B S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4388: Propane, 1-ethoxy-2-methyl-
59.0
460 4.80 5.00 520
5000 m/z 58.10 16.10%
41.0
‘ ‘ 102.0
L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester e  BARAREEEE RS
59.0 4.60 4.80 5.00 5.20
m/z 41.05 8.42%
5000 41.0
o Il 126.0142.0
miz--> 20 40 60 80 100 120 140 160 180 200 460 480 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM018613.D

Aca On 17 Jan 2019 14:36

Operator : JU/SJ

Sample : K1147-22

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 unknown7.27 Concentration Rank 1

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

7.27 110.94 ng 12070400 1,4-Dichlorobenzene-d4 7.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 711 (7.269 min): BM018613.D (-703) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 U UL LS IR
40.0 7.00 7.20 7.40 7.60
0 10 282 m/z 68.10 37.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 6r.0 R RS AE RS SR

7.00 7.20 7.40 7.60
m/z 134.00 32.11%

0 : L B e LA
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48639: Tranylcypromine-propionyl
57.0 132.0
e  RILE B o S R
74.0 7.00 7.20 7.40 7.60
5000 980 1160 m/z 66.10 25.44%

Ll 1sso 1890

| S| RPN RS N S .- S A S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- A e
132.0 7.00 7.20 7.40 7.60
m/z 69.10 16.28%
117.0
5000
39.0 910
Y 650 ‘ ‘ |
0 | " \‘\\ Al " oy wl ‘\ wlll
e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM018613.D

Aca On 17 Jan 2019 14:36

Operator : JU/SJ

Sample : K1147-22

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.03 11.32 ng 2042460 Phenanthrene-d10 17.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 Undecanoic acid 186 C11H2202 000112-37-8 83
5 Pentadecanoic acid 242 C15H3002 001002-84-2 83
Abundance Scan 2541 (18.033 min): BM018613.D (-2534) (-) m/z 73.05 100.00%
43.0 730
5000 129.1
213.2
185.1 R L R R
1571 17.80 18.|00 18.|20 18.40
0 m/z 43.05 92.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
43.0 730
5000 256.0 R RN B LN B
17. 80 18 00 18. 20 18. 40
213.0 m/z 60.00 79.63%
157.0 185.0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65562: Tridecanoic acid
430 | 730
17.|80 18.|00 18.|20 18.I40
5000 m/z 41.10 76.26%
129.0
N
0.wﬂ”ﬂ“u¢nh“M”MM”w.”.ﬁ”.“”.H”..”..”..”.“”.“”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75070: Tetradecanoic acid T T
43.0 , 73.0 17.80 18.00 18.20 18.40
m/z 55.10 70.69%
5000 129.0
185.0
97.0
) 180 LJM, 1570 228.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 "i§86 iédo'iééolié45
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM018613.D

Aca On 17 Jan 2019 14:36

Operator : JU/SJ

Sample : K1147-22

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.31 6.39 ng 1227620 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 2758 (19.309 min): BM018613.D (-2753) (-) m/z 73.10 100.00%
431 731
5000 129.1 -~_WMA_-A~,f\\\/xmﬂ~ﬁ_,ﬁf¥
19.00 19.20 19.40 19.60
O m/z 43.10 97 .24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108843: Octadecanoic acid
43.0 73.0
5000 LR N BN B B
mmmmwmmm
m/z 60.00 81.11%
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
19.00 19.20 19.40 19.60
5000 129.0 m/z 41.10 77 .54%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid R B A B
73.0 19.00 19.20 19.40 19.60
43.0 m/z 55.10 76.21%
5000 1290
185.0 228.0
e |
0: .‘.‘...‘“‘.“‘.‘...ml‘..‘k“‘|....|‘.:.L.5.7|.9.‘..|....‘|............l....l... S — R B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1900 1920 1940 19.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM018613.D

Aca On 17 Jan 2019 14:36

Operator : JU/SJ

Sample : K1147-22

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 Ethanol, 2-(hexadecyloxy)- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
21.03 3.52 ng 675941 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(hexadecvloxv)- 286 C18H3802 002136-71-2 91
2 Tetrapentacontane. 1.54-dibromo- 915 C54H108Br2 1000156-09-4 90
3 Ethanol. 2-(octadecvloxv)- 314 C20H4202 002136-72-3 87
4 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 87
5 3-Chloropropionic acid, heptadec... 346 C20H39CI02 1000283-05-1 70
Abundance Scan 3051 (21.033 min): BM018613.D (-3047) (-) m/z 57.10 100.00%
571.1
5000 /\
BL st s 0ls0 2100 2120 2140
R A A LA AR LS LA AR EAMA WAL WAL MR AR AR LA LA m/z 43.10 82.18%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800
Abundance #110007: Ethanol, 2-(hexadecyloxy)- \\‘_J\\J
57.0
5000 LI SULSULN BN UL I
20,80 21.00 21.20 21.40
0 m/z 71.10 65.28%
196.0 551
0 .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800
Abundance #174828: Tetrapentacontane, 1,54-dibromo-
57.0
20,80 21.00 21.20 21.40
5000 m/z 55.10 55.66%
5.0
0 J ILi1),,197.0267.0337.0 415.0 499.0569.0 670.0 755.0 835.0
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 |
Abundance #125129: Ethanol, 2-(octadecyloxy)- Al EREEEEET S
57.0 20.80 21.00 21.20 21.40
m/z 85.10 47 .69%
5000
o 1| $#50 107.9 2830 A “ \
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 | 20,80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM018613.D

Aca On 17 Jan 2019 14:36

Operator : JU/SJ

Sample : K1147-22

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 Nonacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.47 4_.46 ng 857920 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonacosane 408 C29H60 000630-03-5 90
2 Octacosane 394 C28H58 000630-02-4 90
3 Tetracosane 338 C24H50 000646-31-1 90
4 1-lodo-2-methvlundecane 296 C12H25l1 073105-67-6 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 3125 (21.468 min): BM018613.D (-3121) (-) m/z 57.10 100.00%
57.1
5000
P 5 21120 21.40 21.60 21.80
41.2 183.1 : : : :
ok 1! L1423 1831 2252 28113232 3691 4SL1 4751 o Tu3TIG 73 74%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #158131: Nonacosane
57.0
5000 L B UL BRI B

21,20 21.40 21.60 21.80
m/z 71.10 69.38%

9.0
oly | 1| | 141.0183.0 225.0 267.0 309.0 351.0 _ 408.0
i A S e e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #155178: Octacosane
57.0
21.20 21.40 21.60 21.80
5000 m/z 85.10 55.04%
99.0
ol | ||, 1410 183.0 2250 281.0 337.0 394.0
I L e e L i o o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #136481: Tetracosane T T T
57.0 21.20 21.40 21.60 21.80
m/z 41.10 28.33%
5000
99.0
ol ‘ | | |, 1410 183.0 225.0 267.0 338.0
L o e LA B o S B! R B b R
m/z--> 50 100 150 200 250 300 350 400 450 21 20 21. 40 21. 60 21. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM018613.D

Aca On 17 Jan 2019 14:36

Operator : JU/SJ

Sample : K1147-22

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 9 Octadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

21.91 12.43 ng 2390350 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 97
2 Heptacosane 380 C27H56 000593-49-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 3200 (21.909 min): BM018613.D (-3195) (-) m/z 57.10 100.00%

57.1
5000

A

9.1 e

141.1 21.60 21.80 22.00 22.20
183.2
0 ,1|, L1y n35322252 2811 3233 38044160 47511 sz 7110  73.44%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #91036: Octadecane

571.0

5000 T .... T )
21,60 21.80 22.00 22.20

m/z 43.10 73 .26%

FQ.O
RS U DU c . —— ’
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #151555: Heptacosane
57.0

21.60 21. 80 22. OO 22.20

5000 m/z 85.10 56.00%
9.0
o154 | 4 141.0183.0 225.0 267.0 309.0  380.0
e e o e e T
mz-> 0 50 100 150 200 250 300 350 400 450 \
Abundance #136481: Tetracosane e T
21.60 21.80 22.00 22.20
m/z 41.05 27 .49%
5000
o 338.0
A IIIIIIIIIIIIIIIIIII
mz-> 0 50 100 150 200 250 300 350 400 450 21.60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM018613.D

Aca On 17 Jan 2019 14:36

Operator : JU/SJ

Sample : K1147-22

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 Heptadecane, 9-hexyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

22.37 24.85 ng 4776090 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 93
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Tetratriacontane 479 C34H70 014167-59-0 91

Abundance Scan 3278 (22.368 min): BM018613.D (-3274) (-) m/z 57.10 100.00%

57.1
5000 K

13.1 22. oo 22. 20 22. 40 22. 60
169.2
Olprre ,..1!.”,.“.3?5?...f?§? 887l 49025498 m/z 43.10 73.40%

T T 1 T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #130022: Heptadecane, 9-hexyl-
43.0

5000
22.00 22.20 22.40 22.60
m/z 71.10 73.01%

9.0 210.0
0 |, ,155.0 | 267.0 323.0
i o L e e B o L
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #172957: Tetratetracontane
57.0

22100 22,20 22.40 22.60
5000 m/z 85.10 54 _62%

o ] ]u1?°169022502810337039304490505056206170 J\
e A L2930 281.0 337.0 393.0 449.0 5050, 962.0 617

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #115570: Heneicosane . I S|
57.0 22. 00 22. 20 22. 40 22. 60

m/z 41.10 28.23%

5000
13.0
Y 169.0 2250 2060 )\ L

e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 22. 00 22. 20 22. 40 22.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM018613.D

Aca On 17 Jan 2019 14:36

Operator : JU/SJ

Sample : K1147-22

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 Tetracosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

22.89 32.65 ng 6079170 Perylene-d12 23.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 98
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Nonacosane 408 C29H60 000630-03-5 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 3367 (22.891 min): BM018613.D (-3361) (-) m/z 57.10 100.00%

57.1
5000

?M 2260 22.80 23.00 23.20
169.1
Ol A b L7274, 225:2 2811 3374 4085 4901 | "m/z 71.10 71.81%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #136482: Tetracosane
57.0
5000 LI L L L L L L
22. 60 22. 80 23. 00 23. 20
13.0 m/z 43.10 68.98%
) 1] 1690 2250 281.0 3380
B LA B e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #115577: Pentadecane, 8-hexyl-
43.
22.60 22. 80 23. 00 23.20
5000 m/z 85.10 55.14%
}9 0 196.0
T S -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172957: Tetratetracontane e I EER R
57.0 22. 60 22. 80 23. 00 23. 20

m/z 55.10 26.28%

5000
13.0
]]] 1, ,169.0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0

e b lhard s L T

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 22. 60 22. 80 23. 00 23. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM018613.D

Aca On 17 Jan 2019 14:36

Operator : JU/SJ

Sample : K1147-22

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 Tricosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

23.47 33.04 ng 6150500 Perylene-d12 23.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 94
2 Tetracosane 338 C24H50 000646-31-1 94
3 Docosane. 11-butvl- 366 C26H54 013475-76-8 93
4 Heneicosane. 1ll-pentvl- 366 C26H54 014739-72-1 91
5 Triacontane 422 C30H62 000638-68-6 91

Abundance Scan 3465 (23.468 min): BM018613.D (-3459) (-) m/z 57.10 100.00%

517.1
5000

9.1 L B B e

141.11g3, 22252 23 20 23. 40 23. 60 23. 80
bt i, 1! L 505%252 2953 35143035 4904 5491 nso 7110 71.87%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #130015: Tricosane
57.0
5000 LN L L L L L LB BB
23 20 23. 40 23. 60 23. 80
9.0 3240 m/z 43.10 68.65%
o LU L | 1 D183.02250067.0 |
L i I o e o e I o RS e e o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #136482: Tetracosane
57.0
B ABEEEBREReRE
23.20 23.40 23.60 23.80
5000 m/z 85.10 55.14%
9.0
J | 1#1:0183.0225.0267.0  338.0
(O B B I A B AL B e e i e e R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #147098: Docosane, 11-butyl- R RRRRREE LSS Se s
57.0 23 20 23. 40 23. 60 23. 80

m/z 55.10 25.89%

5000
9.0
| ;1410 210.02530 3090 3660

oA A A A e S e e e e e e B LB S

m/z--> 50 100 150 200 250 300 350 400 450 500 550 23 20 23. 40 23. 60 23. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011719\
Data File : BM018613.D

Aca On 17 Jan 2019 14:36

Operator : JU/SJ

Sample : K1147-22

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 14 Triacontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

24 .89 12.79 ng 2380690 Perylene-di12 23.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 1-lodo-2-methvlundecane 296 C12H251 073105-67-6 90
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 87

Abundance Scan 3707 (24.891 min): BM018613.D (-3699) (-) m/z 57.10 100.00%

517.1
5000

9.1 e A

l| 141.1 24.60 24.80 25.00 25.20
183.2225.3
ol WA LT 18322253 2820 337.5 393.4 4610 53510 nzo 79 10 73.87%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #160628: Triacontane
57.0
5000 LIS L L L L L

mmmm%m%m
9.0 m/z 43.10 66.67%

Jﬁ4}?%8?02250267030903510 422.0

B Nt

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #115569: Heneicosane

¥

24.60 24.80 25.00 25.20
m/z 85.10 58.56%

5000

141.0183 00250  296.0

:

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #114973: 1-lodo-2-methylundecane T T T
57.0 24.60 24.80 25.00 25.20
m/z 55.05 24 .32%
5000

§

9.0
% 169.0211 0 2960

B SRR .

m/z--> 0 50 100 150 200 250 300 350 400 450 500 24. 60 24 80 25. 00 25. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM011719\
Data File : BM018613.D

Acq On 17 Jan 2019 14:36

Operator : JU/SJ

Sample : K1147-22

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM010919_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]
Propylene Glycol 3.52 3.2 ng 344624 1 7.74 2176120 20.0
2-Pentanone, 4-hy... 4.89 4.6 ng 504902 1 7.74 2176120 20.0
unknown? .27 7.27 110.9 ng 12070400 1 7.74 2176120 20.0
n-Hexadecanoic acid 18.03 11.3 ng 2042460 4 17.14 3609190 20.0
Octadecanoic acid 19.31 6.4 ng 1227620 5 21.33 3844640 20.0
Ethanol, 2-(hexad... 21.03 3.5 ng 675941 5 21.33 3844640 20.0
Nonacosane 21.47 4.5 ng 857920 5 21.33 3844640 20.0
Octadecane 21.91 12.4 ng 2390350 5 21.33 3844640 20.0
Heptadecane, 9-he... 22.37 24 .9 ng 4776090 5 21.33 3844640 20.0
Tetracosane 22.89 32.6 ng 6079170 6 23.60 3723430 20.0
Tricosane 23.47 33.0 ng 6150500 6 23.60 3723430 20.0
Triacontane 24.89 12.8 ng 2380690 6 23.60 3723430 20.0
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