LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018640.D

Aca On : 18 Jan 2019 17:01

Operator : JU/SJ

Sample : K1173-03

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-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 69 73 84 rBvV 179351 278388 2.81% 0.304%
2 4.281 199 203 211 rBvY 71424 100480 1.01% 0.110%
3 4.881 300 305 313 rVB 197912 282132 2.85% 0.308%
4 5.328 374 381 396 rBVY 3802723 5410603 54.58% 5.906%
5 6.910 642 650 660 rBY 3551040 5540940 55.90% 6.049%
6 7.269 704 711 722 rBVY 3950079 6177573 62.32% 6.743%
7 7.734 783 790 798 rBV 919108 1440155 14.53% 1.572%
8 8.051 837 844 852 rBVY 2874865 4559333 45.99% 4_977%
9 8.904 980 989 1001 rBVY 2139952 3592020 36.24% 3.921%
10 10.528 1256 1265 1276 rBVY 1063240 1821935 18.38% 1.989%

11 12.998 1678 1685 1696 rBV 4914143 7180370 72.43% 7.838%
12 13.845 1823 1829 1836 rBV 465427 667318 6.73% 0.728%
13 14.257 1892 1899 1909 rBv4 46702 135210 1.36% 0.148%
14 14.386 1914 1921 1931 rBV2 1421758 2239129 22.59%% 2.444%
15 15.880 2168 2175 2193 rBV 4143997 6097659 61.51% 6.656%

16 17.133 2381 2388 2400 rBV2 1801456 2677447 27.01% 2.923%
17 18.021 2534 2539 2549 rBV 1031971 1637061 16.51% 1.787%
18 18.098 2549 2552 2563 rVB 93466 203247 2.05% 0.222%
19 19.304 2753 2757 2774 rBV 353837 628632 6.34% 0.686%
20 19.768 2830 2836 2846 rBV 8199322 9912854 100.00% 10.821%

21 20.562 2968 2971 2975 rBV 93641 105205 1.06% 0.115%
22 21.027 3046 3050 3057 rBV 601163 738376 7.45% 0.806%
23 21.327 3096 3101 3112 rBV 2586033 3298023 33.27% 3.600%
24 21.468 3121 3125 3132 rBV2 425547 509036 5.14% 0.556%
25 21.903 3195 3199 3205 rBV 1325507 1541417 15.55% 1.683%

26 22.374 3274 3279 3292 rVB 2524780 3383250 34.13% 3.693%
27 22.886 3360 3366 3382 rVB 3024747 4941984 49.85% 5.395%
28 23.462 3457 3464 3472 rBV 3272580 5490121 55.38% 5.993%
29 23.597 3481 3487 3500 rVB2 1635133 3246100 32.75% 3.543%
30 24.115 3568 3575 3585 rBV 2375677 4591895 46.32% 5.013%

31 24.874 3697 3704 3713 rBV 1072607 2469637 24.91% 2.696%
32 25.762 3851 3855 3865 rvVB3 303657 710388 7.17% 0.775%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018640.D

Aca On : 18 Jan 2019 17:01

Operator : JU/SJ

Sample : K1173-03

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 - 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-BM010919.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 91607918

8270-BM010919.M Sat Jan 19 00:40:32 2019 Page: 2



LSC Report - Integrated Chromatogram

Data Path :

Data File : BM018640.D

Aca On : 18 Jan 2019 17:01
Operator : JU/SJ

Sample : K1173-03

Misc :

ALS Vvial :© 7 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\SVOASRV\HPCHEM1I\BNA M\DATA\BM011819\

Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM010919.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Abundance
8000000

6000000

5.33

4000000

2000000

3.52 4.28 4[.\88

TIC: BM018640.D

7.27
6.91

8.05
8.90

7.73

10.53

0

350 400 450 5.00

T
Time--> 5.50

I
6.00

I
6.50

7.00 750 8.00 850

I
9.00

I
9.50

I I I I
10.00 10.50 11.00 11.50

Abundance
8000000

6000000
13.00

4000000

2000000
14.39

13.85
14.

TIC: BM018640.D

15.88

17.13

18.02

.10

19.30

19.77

20.5

ok
Time-->

12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance
8000000

6000000

4000000 22 89

21.33

2000000

21.03 |p1.47

0

23.46

24.12

TIC: BM018640.D

24.87
25.76

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\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018640.D

Aca On : 18 Jan 2019 17:01

Operator : JU/SJ

Sample : K1173-03

Misc :

ALS Vial : 7 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 R-(-)-1,2-propanediol Concentration Rank 13

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

3.52 3.87 ng 278388 1,4-Dichlorobenzene-d4 7.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 R-(-)-1.2-propnanediol 76 C3H802 004254-14-2 78
2 Propvlene Glvcol 76 C3H802 000057-55-6 78
3 Isopropnvl Alcohol 60 C3H80 000067-63-0 56
4 (SH-(+)-1.2-Propanediol 76 C3H802 004254-15-3 10
5 2-Heptanol, (S)- 116 C7H160 006033-23-4 9

Abundance Scan 74 (3.522 min): BM018640.D (-69) (-) m/z 45.05 100.00%
44.0
5000 ﬁ\\‘_k
R N B R s
61.0 320 3.40 3.60 3.80
....,....-,-L~...~,'...7.8-,1....,....,....,....,..1.7?-,8. m/z 43.00 20.44%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #928: R-(-)-1,2-propanediol
44.0
5000 A LA SRR SRR
320 340 3.60 3.80
29.0 m/z 61.00 6.95%
LT L 1
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #918: Propylene Glycol
45.0
320 340 360 380
5000 m/z 44.00 4.91%
29.0
15.0 || “\‘ 61.0 76.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #288: Isopropy! Alcohol A BEmaE B
45.0 320 3.40 3.60 3.80

m/z 42.10 4._29%
5000

27.0
[ | M\ LLly

I
m/z--> 20 40 60 80 100 120 140 160 180 3.20 3. 40 3. 60 3.80

590
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018640.D

Aca On : 18 Jan 2019 17:01

Operator : JU/SJ

Sample : K1173-03

Misc :

ALS Vial : 7 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 unknown4.88 Concentration Rank 12

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

4.88 3.92 ng 282132 1,4-Dichlorobenzene-d4 7.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Silane. trimethvl- 74 C3H10Si 000993-07-7 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butanamide, 3,3-dimethyl- 115 C6H13NO 000926-04-5 9

Abundance Scan 305 (4.881 min): BM018640.D (-300) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 e —————e
460 4.80 5.00 5.20
83.0
et el e 628301149 1 o859 T10 66.90%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 iR 3k sho 5k
0
150 4, 1010 m/z 101.10 23.43%
wl , 83.0 ,
miz--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3950: 2,3-Butanedione, monooxime
43.0
460 480 500 520
5000 m/z 58.05 14 .38%
101.0
15.0 58.0
280 I | 69.0 840 |
miz--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #784: Silane, trimethyl— LI L L B L B
59.0 460 4.80 5.00 5.20
m/z 41.00 9.48%
5000 73.0
43.0
29.0
'”?ﬁ'w???w'“u“'wwh'wwﬁr“'w'“'w'“l”'w'“'w'“l“ U UL A R R
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018640.D

Aca On : 18 Jan 2019 17:01

Operator : JU/SJ

Sample : K1173-03

Misc :

ALS Vial : 7 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 85.79 ng 6177570 1,4-Dichlorobenzene-d4 7.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 711 (7.269 min): BM018640.D (-704) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 RS SRS R RS SO
40.0 540 7.00 7.20 7.40 7.60
gL.0 e — m/z 68.10 36.62%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R IR AL I I
7.00 7.20 7.40 7.60
310 510 m/z 134.00 32.44%
'J'%I!J!'I'!'JI""IJ"'I""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132.0
700 7.0 7.40 7.60
5000 67.0 m/z 66.10 24.64%
41.0 97.0
‘ ‘ 117.0
...“i“. .‘L‘_*%l’.o,‘.“i‘.‘.?ﬁl"?.‘.‘; o "‘I "H'I ———
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R
57.0 132.0 7.00 7.20 7.40 7.60
m/z 69.05 15.95%
74.0
5000 98.0 116.0
: IIIIIII‘I\I\I\I ""“l ||“| : |‘H“||‘|“| : I‘MI —— ?-5|80| —— |]|-8|9.|0| e
m/z--> 40 60 80 100 120 140 160 180 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018640.D

Aca On : 18 Jan 2019 17:01

Operator : JU/SJ

Sample : K1173-03

Misc :

ALS Vial : 7 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 8

R.T. EstConc Area Relative to ISTD R.T.
18.02 12.23 ng 1637060 Phenanthrene-d10 17.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Undecanoic acid 186 C11H2202 000112-37-8 87
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 2539 (18.021 min): BM018640.D (-2534) (-) m/z 73.00 100.00%

43.0 73.0
5000 129.1
213.2
‘ 157.1 185.1

256.2 17.80 18.00 18.20 18.40
m/z 43.05 95.63%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43.0 73.0
5000 2560 LI N I B A e |

17.I80 18.IOO 18.I20 18.I40
m/z 60.00 84.84%

97.0
157.0 185.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75072: Tetradecanoic acid
73.0
43.0 T T T R
17.80 18.00 18.20 18.40
5000 129.0 m/z 41.10 80.76%
15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65565: Tridecanoic acid L L B B L B
73.0 17.80 18.00 18.20 18.40
43.0 m/z 55.10 72.62%
5000 129.0
171.0
¥ .
O Y A e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018640.D

Aca On : 18 Jan 2019 17:01

Operator : JU/SJ

Sample : K1173-03

Misc :

ALS Vial : 7 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 14
R.T. EstConc Area Relative to ISTD R.T.
19.30 3.81 ng 628632 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 91
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 89
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Pentadecanoic acid 242 C15H3002 001002-84-2 72

Abundance Scan 2756 (19.298 min): BM018640.D (-2753) (-) m/z 73.10 100.00%

43 .

5000

:

185.1 241.2 R R AR RAREA REE S
284.2 19.00 19.20 19.40 19.60
m/z 43.05 92.64%

m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid

3

129.0

19. 00 19. 20 19. 40 19. 60
1850 o410 2840 m/z 60.00 78.13%
Jisto | 230 |

T T
m/z--> 50 100 150 200 250 300 350

5000

Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43.0
e e e
73.0 19.00 19.20 19.40 19.60
5000 284.0 m/z 41.10 70.38%

10
185.
y lL “H i | 29 Z13.02410 3120 3720

%

m/z--> 50 150 200 250 300 350
Abundance #92228: n-Hexadecanoic acid e B LA
43.0 73.0 19.00 19.20 19.40 19.60
m/z 57.05 68.23%
5000 256.0

3

129.0
213.0
157 0185 0 {

m/z--> 50 150 200 250 300 350 19. 00 19. 20 19. 40 19. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018640.D

Aca On : 18 Jan 2019 17:01

Operator : JU/SJ

Sample : K1173-03

Misc :

ALS Vial : 7 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 1-Nonadecene Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
21.03 4.48 ng 738376 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 98
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 95
3 5-Octadecene. (E)- 252 C18H36 007206-21-5 91
4 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 90
5 1-Hexadecanesulfonyl chloride 324 C16H33CI102S 038775-38-1 90

Abundance Scan 3051 (21.033 min): BM018640.D (-3046) (-) m/z 57.10 100.00%
57.1
5000 or.0 ]L_W_M,ﬁg,ﬁ,Agwwﬁﬁ,hﬁwj\“
AR AU SRR BN IR
39.1 207.0 2811 20.80 21.00 21.20 21.40
! 171.0 239.2 324.9357.0 401.0 /7 43 05 84760
m/z--> 50 100 150 200 250 300 350 400
Abundance #98170: 1-Nonadecene
41,0
83.0
5000 LRI UM SN BRI B
20.80 21.00 2120 21.40
J l l - m/z 71.10  60.61%
L) , 168.0 266.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #106400: 3-Eicosene, (E)-
57.0
97.0 " 20.80 21.00 21.20 21.40
5000 m/z 55.10 59.49%
240‘ HJ 1 l 1390 182.0 224.0  280.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #89785: 5-Octadecene, (E)- L R TRt
55.0 20.80 21.00 21.20 21.40
m/z 83.10 53.64%
5000 97.0
23¢Lh 1. 1 139.0 1810 252.0 N
m/z--> 50 100 150 200 250 300 350 400 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018640.D

Aca On : 18 Jan 2019 17:01

Operator : JU/SJ

Sample : K1173-03

Misc :

ALS Vial : 7 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 Eicosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

21.47 3.09 ng 509036 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Octacosane 394 C28H58 000630-02-4 91

Abundance Scan 3125 (21.468 min): BM018640.D (-3121) (-) m/z 57.10 100.00%

57.1

—

5000 N
]113-1 169.1 2052 2811 3561 4171 4801 21.20 21.40 21.60 21.80
A L S22 200 8861 171 4891 m/z 71.05  73.84%
miz—-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #107653: Eicosane
57.0
5000 LA L L L L L BN

21.20 21.40 21.60 21.80
J m/z 43.10 73.00%

]i]-? 0 ]_69 0 225 0 282 0

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600

i

Abundance #142113: Heptadecane, 9-octyl-
57.0
T T
21.20 21.40 21.60 21.80
5000 m/z 85.10 53.03%
13.0 239 0
169.0 294.0 352.0
e
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172957: Tetratetracontane R B e e
57.0 21.20 21.40 21.60 21.80

m/z 41.05 29.26%

5000

i

130 ,169.0 2250 281. o 337.0 393.0 449.0 505.0 562.0 617.0

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 21 20 21. 40 21. 60 21. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018640.D

Aca On : 18 Jan 2019 17:01

Operator : JU/SJ

Sample : K1173-03

Misc :

ALS Vial : 7 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 Pentadecane, 8-hexyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.90 9.35 ng 1541420 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Eicosane 282 C20H42 000112-95-8 91
Abundance Scan 3198 (21.898 min): BM018640.D (-3195) (-) m/z 57.10 100.00%
51.1
5000
oo 21.60 21.80 22.00 22.20
141.1 ) . ) )
Ol A A A L L7 3832 225.2 267.0 309.3  369.0 4160 4750 757 43 05 72.38%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #115577: Pentadecane, 8-hexyl-
43.0
5000 5.0 LN UL FULILR IO U
21.60 21.80 22.00 22.20
J 196.0 m/z 71.10 69.87%
127.0 | | 239.0280.0
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #142113: Heptadecane, 9-octyl-
57.0
_A"I”"I”"I”"I”"
21.60 21.80 22.00 22.20
5000 m/z 85.10 51.44%
0 239.0
A 30 ss0 T amossg
m/z-> 0 50 100 150 200 250 300 350 400 450 A
Abundance #151555: Heptacosane R N B
57.0 21.60 21.80 22.00 22.20

m/z 41.05 28.77%

5000
¥ A_
15.0 | | ; 141.0 183.0 225.0 267.0309.0  380.0 A

m/z--> 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\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018640.D

Aca On : 18 Jan 2019 17:01

Operator : JU/SJ

Sample : K1173-03

Misc :

ALS Vial : 7 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 1-lodo-2-methylundecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

22.89 30.45 ng 4941980 Perylene-d12 23.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-lodo-2-methvlundecane 296 C12H251 073105-67-6 93
2 Hexadecane. 2-methvl- 240 C17H36 001560-92-5 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetratriacontane 479 C34H70 014167-59-0 91
5 Tetratetracontane 619 C44H90 007098-22-8 91

Abundance Scan 3367 (22.892 min): BM018640.D (-3360) (-) m/z 57.10 100.00%

517.1
5000

9.1 ST T

141.1183.2 995 2 22. 60 22. 80 23. 00 23 20
O A 1|, LI 505502 2952 3514 4084 4891 nyo71.10 72.13%
m/iz—-> 0 50 100 150 200 250 300 350 400 450
Abundance #114973: 1-lodo-2-methylundecane
57.0
5000 |||||||||||||||||||

22. 60 22. 80 23. OO 23 20
m/z 43.10 69 .30%

9.0
| 1]9 . 16902130 2960
L I L i o e o o e AR e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #82615: Hexadecane, 2-methyl-
57.0

22.60 22. 80 23. 00 23.20

5000 m/z 85.10 53.91%
197.0
9.0
’{1410
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #115570: Heneicosane
57.0 22.60 22.80 23.00 23.20

m/z 55.05 25.35%

5000
9.0
15.0 || 141018302250 2960

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

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018640.D

Aca On : 18 Jan 2019 17:01

Operator : JU/SJ

Sample : K1173-03

Misc :

ALS Vial : 7 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 Tetracosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.46 33.83 ng 5490120 Perylene-d12 23.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 98
2 Octadecane. 2-methvl- 268 C19H40 001560-88-9 94
3 Tridecane. 7-hexvl- 268 C19H40 007225-66-3 93
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Tetratriacontane 479 C34H70 014167-59-0 91
Abundance Scan 3464 (23.462 min): BM018640.D (-3457) (-) m/z 57.10 100.00%
57.1
5000
o | 23.20 23.40 23.60 23.80
14121832 . . . .
oLt A4 1|, LI 350205252267.1300.4351.4393.4 4751 5492 nyo7U71 10 72.94Y%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #136482: Tetracosane
57.0
5000 UL SULRUSE SR SULBULE UL
Bmmmmmmm
9.0 m/z 43.05 68.19%
1213005 02670 3380
m/z--> 55 160 150 200 250 300 3éo 460 4%0 560 séo
Abundance #99485: Octadecane, 2-methyl-
43.4
2320 23.40 23.60 23.80
5000 m/z 85.10 55.57%
5.0
m/z--> 55 160 1éo 200 250 300 3éo 460 4%0 560 séo
Abundance #99478: Tridecane, 7- hexyl LI L N L R B LB B B
57.0 23.20 23.40 23.60 23.80
m/z 55.10 25.05%
5000
182.0
S1a10 |
A L0 | 22502660
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\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018640.D

Aca On : 18 Jan 2019 17:01

Operator : JU/SJ

Sample : K1173-03

Misc :

ALS Vial : 7 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 13 Docosane, 11-butyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
24.12 28.29 ng 4591900 Perylene-di12 23.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 11-butvl- 366 C26H54 013475-76-8 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Docosane. 9-butvl- 366 C26H54 055282-14-9 91
5 Tetratriacontane 479 C34H70 014167-59-0 91
Abundance Scan 3576 (24.121 min): BM018640.D (-3568) (-) m/z 57.10 100.00%
57.1
5000
1mlmmimzz%33%3nw4%2mm 2380 20.00 4.0 2440
ol A I Ly 2252 2953 3653 4299 4902 5491 | nsz 71.10  73.23%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #147098: Docosane, 11-butyl-
57.0
5000 UL N U B
23.80 24.00 24.20 24.40
m/z 43.10 65.95%
13.0

210.0 309.0 366 9

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #115570: Heneicosane
57.0

23.80 24.00 24.20 24.40
5000 m/z 85.10 54 _37%

13.0
| 169.0 2250 2960

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172957: Tetratetracontane T
57.0 23.80 24.00 24.20 24.40
m/z 55.10 24 _.91%

5000

130 ,169.0 2250 281. o 337.0 393.0 449.0 505.0 562.0 617.0

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 23. 80 24 00 24. 20 24 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018640.D

Aca On : 18 Jan 2019 17:01

Operator : JU/SJ

Sample : K1173-03

Misc :

ALS Vial : 7 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 Heptadecane, 3-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

24 .87 15.22 ng 2469640 Perylene-d12 23.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 3-methvl- 254 C18H38 006418-44-6 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Nonacosane 408 C29H60 000630-03-5 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Triacontane 422 C30H62 000638-68-6 91

Abundance Scan 3703 (24.868 min): BM018640.D (-3697) (-) m/z 57.10 100.00%

517.1
5000

9.1 LA L L L L BB

14111832 9392 24.60 24.80 25.00 25.20
o,....,....Jlﬁ.J.u.J..l. (2302 2051 35133901 4792 8351 nyz 71.10  73.20%
miz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #91040: Heptadecane, 3-methyl-
57.0
24.60 24.80 25.00 25.20
9.0 925 0 m/z 43.10  65.99%
141.0 ’
miz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #115569: Heneicosane
1 1

24.60 24.80 25.00 25.20
m/z 85.10 54.55%

5000

141.0183.0225.0

296.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #158131: Nonacosane

57.0 24.60 24.80 25.00 25.20
m/z 55.10 24 _.16%

-

5000

%

9.0
‘ uﬁ%%mwﬁmmmwmmomm

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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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018640.D

Aca On : 18 Jan 2019 17:01

Operator : JU/SJ

Sample : K1173-03

Misc :

ALS Vial : 7 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 15 Triacontane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

25.76 4.38 ng 710388 Perylene-d12 23.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 87
2 Dodecane. 2-methvl- 184 C13H28 001560-97-0 87
3 Heneicosane 296 C21H44 000629-94-7 87
4 Hexadecane. l1l-i1odo- 352 C16H33l1 000544-77-4 86
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 86

Abundance Scan 3855 (25.762 min): BM018640.D (-3851) (-) m/z 57.10 100.00%

57.1

%

5000 |
J } 411 2070 2811 3551 4310  503.0 25.40 25.60 25.80 26.00
e -“""ﬁ---“---|”--|-”-|-”-|--”|- m/z 71.10 67.97%
m/z--> 0 50 150 200 250 300 350 400 450 500
Abundance #160628: Triacontane
571.0
5000 LA L L L L L B

25.40 25.60 25.80 26.00

9.0 m/z 43.10 60.31%
"y 141-01830225.0267.0300.0351.0 4220
A A A e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #45563: Dodecane, 2-methyl-
51.0
L B e R
25.40 25.60 25.80 26.00
5000 m/z 85.10 58.01%
9.0 141.0
sl de
m/z--> 0 5 150 200 250 300 350 400 450 500
Abundance #115570: Heneicosane R B B oo

25.40 25.60 25.80 26.00
m/z 55.10 22.90%

5000

s

141.0183.0225.0  296.0
.
miz-> 0 50 100 150 200 250 300 350 400 450 500 2540 25.60 25.80 26.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM011819\
Data File : BM018640.D

Acq On : 18 Jan 2019 17:01

Operator : JU/SJ

Sample : K1173-03

Misc :

ALS Vial : 7 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]
R-(-)-1,2-propane... 3.52 3.9 ng 278388 1 7.73 1440160 20.0
unknown4 .88 4.88 3.9 ng 282132 1 7.73 1440160 20.0
unknown? .27 7.27 85.8 ng 6177570 1 7.73 1440160 20.0
n-Hexadecanoic acid 18.02 12.2 ng 1637060 4 17.13 2677450 20.0
Octadecanoic acid 19.30 3.8 ng 628632 5 21.33 3298020 20.0
1-Nonadecene 21.03 4.5 ng 738376 5 21.33 3298020 20.0
Eicosane 21.47 3.1 ng 509036 5 21.33 3298020 20.0
Pentadecane, 8-he... 21.90 9.3 ng 1541420 5 21.33 3298020 20.0
1-lodo-2-methylun... 22.89 30.4 ng 4941980 6 23.60 3246100 20.0
Tetracosane 23.46 33.8 ng 5490120 6 23.60 3246100 20.0
Docosane, 11-butyl- 24.12 28.3 ng 4591900 6 23.60 3246100 20.0
Heptadecane, 3-me... 24.87 15.2 ng 2469640 6 23.60 3246100 20.0
Triacontane 25.76 4.4 ng 710388 6 23.60 3246100 20.0
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