LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018639.D

Aca On : 18 Jan 2019 16:25

Operator : JU/SJ

Sample : K1173-01

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 69 73 90 rBv 272586 431917 4.22% 0.414%
2 4.881 300 305 316 rVB 222283 328564 3.21% 0.315%
3 5.328 374 381 394 rBVY 3877263 5472952 53.44% 5.249%
4 6.910 642 650 665 rBY 3675661 5730248 55.95% 5.496%
5 7.269 704 711 720 rBVY 3956832 6232063 60.85% 5.977%
6 7.734 784 790 797 rBV 825522 1289791 12.59% 1.237%
7 8.051 837 844 852 rBVY 2970078 4723692 46.13% 4_.531%
8 8.904 981 989 1001 rBVY 2223330 3652361 35.66% 3.503%
9 10.528 1258 1265 1274 rBV 976783 1635510 15.97% 1.569%
10 12.998 1677 1685 1701 rBV 4976269 7284895 71.14% 6.987%

11 13.845 1822 1829 1836 rBV 420826 621967 6.07% 0.597%
12 14.263 1892 1900 1909 rBV2 52737 132050 1.29% 0.127%
13 14.380 1914 1920 1928 rVB2 1249204 1996153 19.49% 1.915%
14 15.880 2167 2175 2192 rBV 4252992 6295615 61.48% 6.038%
15 17.133 2382 2388 2394 rBV 1663628 2370436 23.15% 2.274%

16 18.027 2534 2540 2549 rBV 1971063 2878993 28.11% 2.761%
17 18.098 2549 2552 2566 rVB 129270 300383 2.93% 0.288%
18 19.309 2753 2758 2774 rBV 881049 1399872 13.67% 1.343%
19 19.768 2830 2836 2846 rBV 8392107 10240917 100.00% 9.822%
20 21.027 3046 3050 3058 rBvV 885497 1014322 9.90% 0.973%

21 21.327 3096 3101 3106 rBV 2342497 2908293 28.40% 2.789%
22 21.462 3120 3124 3134 rBV 801023 1001845 9.78% 0.961%
23 21.903 3194 3199 3206 rBV 2437394 2914659 28.46% 2.795%
24 22.374 3273 3279 3292 rBV 4018158 5668005 55.35% 5.436%
25 22.886 3360 3366 3382 rVB 4697714 7314209 71.42% 7.015%

26 23.462 3457 3464 3479 rBV 4437834 7701196 75.20% 7.386%
27 23.597 3481 3487 3496 rVB2 1522185 2916873 28.48% 2.798%
28 24.115 3568 3575 3584 rBV 3069688 5901452 57.63% 5.660%
29 24.874 3697 3704 3713 rBV 1412342 3070268 29.98% 2.945%
30 25.762 3851 3855 3865 rvB2 370975 833109 8.14% 0.799%

Sum of corrected areas: 104262610
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM011819\
Data File : BM018639.D

Aca On : 18 Jan 2019 16:25

Operator : JU/SJ

Sample : K1173-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\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: BM018639.D
8000000
6000000
4000000 5.33 6.91 7.27
8.05
8.90
2000000
7.73 10.53
3.52 4.88
A
(0 0 LA B ey o oy e e e e B L e i o
Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BM018639.D
8000000 1977
6000000
13.00
15.88
4000000
2000000 1713 18.03
14.38 16.31
13.84 1 10
O I e o e B o T S AL B e s e e B i B B B SR B e
Time--> 12.00 12.50 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
Abundance TIC: BM018639.D
8000000
6000000
22.89 23.46
22.37
4000000 24.11
2133 21.90
P3.60
2000000 24.87
21.03 [p1.46 25.76
L . L_ NJ A
o-——rrrrr—rrrrrrr T T T T T T T T T T T T T T T T T T T T T
Time--> 21.00 21.50 22.00 2250 23.00 23.50 24.00 24.50 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 : BM018639.D

Aca On : 18 Jan 2019 16:25

Operator : JU/SJ

Sample : K1173-01

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 13

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

3.52 6.70 ng 431917 1,4-Dichlorobenzene-d4 7.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propovlene Glvcol 76 C3H802 000057-55-6 90
2 R-(-)-1.2-propanediol 76 C3H802 004254-14-2 72
3 (S)Y-(+)-1.2-Propanediol 76 C3H802 004254-15-3 12
4 Propane. 2-ethoxv- 88 C5H120 000625-54-7 9
5 Isopropyl Alcohol 60 C3H80 000067-63-0 9

Abundance Scan 74 (3.522 min): BM018639.D (-69) (-) m/z 45.05 100.00%
44.0
5000 }\\
rrrrrrprr T T T e e
61.0 320 3.40 3.60 3.80
....,....~,-LI~...,'...?,1-.0...,....,.1.3.2-.9,....,....,....,297.-9. m/z 43.00 20.56%
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 6.98%
29.0 61.0
n |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #928: R-(-)-1,2-propanediol
44.0
320 340 360 380
5000 m/z 44.00 5.26%
29.0
'}%ﬂ'w“'ﬁ"éfﬁ"I'”'I"”I"'W""P"'I”"I'”'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #929: (S)—(+)—l,2—Pr0panedi0I L ISR L B N B BB |
45.0 320 3.40 3.60 3.80
m/z 42.00 3.31%
5000
ZIT 61.0
m/z--> 20 40 60 80 100 120 140 160 180 200 320 340 3.60 3.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018639.D

Aca On : 18 Jan 2019 16:25

Operator : JU/SJ

Sample : K1173-01

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 15

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

4.88 5.09 ng 328564 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 72
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 4-Ethvl-3-octanol 158 C10H220 019781-26-1 25
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 305 (4.881 min): BM018639.D (-300) (-) m/z 43.00 100.00%
43.0
59.1
5000
1011 U UL A RN R
460 4.80 5.00 5.20
83.0
e B30 %L Th77 59.10  54.35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R R L LR U
59.0 460 480 500 5.20
m/z 101.10 22 .38%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #3950: 2,3-Butanedione, monooxime
43.0
460 4.80 5.00 520
5000 m/z 58.00 13.71%
101.0
150
..l epo 840
m/z--> 25 4I 60 80 160 120 140 160 180 200
Abundance #28218: 4-Ethyl-3-octanol RS
59.0 460 4.80 5.00 5.20
m/z 41.05 9.54%
5000
41.0
I | me e
| n I
m/z--> 20 ' 60 80 100 120 14'10 160 180 200 460 480 500 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018639.D

Aca On : 18 Jan 2019 16:25

Operator : JU/SJ

Sample : K1173-01

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 96.64 ng 6232060 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 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 25
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 17
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9
Abundance Scan 711 (7.269 min): BM018639.D (-704) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 50 | %1 b 750 T 78
et 780|080 m70 M 7T 6gT10 36,779
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R N R IR I

7.00 7.20 7.40 7.60
m/z 134.00 32.32%

31.0 51.0
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0
AL B e R
7.00 7.20 7.40 7.60
5000 m/z 66.05 24 .96%
33.0 44.0 00 105.0
| 907 g0 | | uso |
L AL i B o o e e A Bammnma
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal R e
132.0 7.00 7.20 7.40 7.60
m/z 69.05 16.04%
5000 67.0
41.0 97.0
“ 20.0 117.0
....,....,.‘...,‘..‘..,.‘.‘..,..‘.‘.‘,‘....,..‘..,.1.0.7.0....‘,....,"... - /M RS & N
m/z--> 30 50 60 70 80 90 100 110 120 130 140 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 : BM018639.D

Aca On : 18 Jan 2019 16:25

Operator : JU/SJ

Sample : K1173-01

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 7
R.T. EstConc Area Relative to ISTD R.T.
18.03 24.29 ng 2878990 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 Undecanoic acid 186 C11H2202 000112-37-8 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 81
5 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 2541 (18.033 min): BM018639.D (-2534) (-) m/z 73.00 100.00%

43.1 .0

5000 129.1

213.2

r

17.80 18.00 18.20 18.40
m/z 43.10 87.14%

157.1 185.1

RERRE: |
m/z--> 20 40

Abundance

80 100 120 140 160 180 200 220 240 260 280

#92228: n-Hexadecanoic acid
73.0

73
5000 256.0 LI B o
13.

-

17.80 18.00 18.20 18.40
m/z 60.00 80.49%

97.0
157.0 185.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

=

Abundance #75071: Tetradecanoic acid
73.0
T
43.0 17.80 18.00 18.20 18.40
m/z 41.10 78.29%
5000 129.0
185.0 228.0
| I |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #46617: Undecanoic acid e e S AERERRE R
60.0 17.80 18.00 18.20 18.40
m/z 55.10 70.84%
50001 29.0
85.0 129.0
186.0
Al 08, i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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 : BM018639.D

Aca On : 18 Jan 2019 16:25

Operator : JU/SJ

Sample : K1173-01

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 Dibutyl phthalate Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
18.10 2.53 ng 300383 Phenanthrene-d10 17.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Dibutvl phthalate 278 C16H2204 000084-74-2 78
2 1.2-Benzenedicarboxvlic acid. bu... 334 C20H3004 000085-69-8 78
3 1.2-Benzenedicarboxvlic acid. bi... 278 C16H2204 000084-69-5 78
4 1.2-Benzenedicarboxyvlic acid. bu... 334 C20H3004 000084-78-6 78
5 1,2-Benzenedicarboxylic acid, bu... 278 C16H2204 017851-53-5 78

Abundance Scan 2552 (18.098 min): BM018639.D (-2549) (-) m/z 149.00 100.00%
149.0
5000
17.80 18.00 18.20 18.40
411 76.0104.1 205.0 ,
ol i L Aree 2 Tz 150.00 9.53%
m/z--> 50 100 150 200 250 300 350
Abundance #105063: Dibutyl phthalate
149.0
5000
17.80 18.00 18.20 18.40
m/z 76.00 4.76%
29.0
[ 579 1040 177.0 2230 92780
e
m/z--> 50 100 150 200 250 300 350
Abundance #134728: 1,2-Benzenedicarboxylic acid, butyl 2-ethylhexyl ...
149.0
17.80 18.00 18.20 18.40
5000 m/z 104 .05 4.53%
76.0
L oo 179.0 2230  267.0
e e T e
m/z--> 50 100 150 200 250 300 350
Abundance #105071: 1,2-Benzenedicarboxylic acid, bis(2-methylpropyl)...
149.0 17.80 18.00 18.20 18.40
m/z 205.00 3.45%
5000
29.0 57.0 2
| 1, 1040 1780 ] 278.0
—— T T
m/z--> 50 100 150 200 250 300 350 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 : BM018639.D

Aca On : 18 Jan 2019 16:25

Operator : JU/SJ

Sample : K1173-01

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 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.31 9.63 ng 1399870 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 72
5 Pentadecanoic acid 242 C15H3002 001002-84-2 62
Abundance Scan 2758 (19.309 min): BM018639.D (-2753) (-) m/z 43.10 100.00%
41 73.0
5000 ~,\¢_-M~A_\v]L\M~ﬂuu-,_vﬁw
185.1 241.2
1571 | 213.1 ‘ 28?'3 3552 19.'00 19.'20 19.'40 19.|60 '
WSl G WO sy N S S - m/z 73.00 96.66%
m/z--> 150 200 250 300 350
Abundance #108843: Octadecanoic acid
5000 AU AR AR
wmmmwmmm
1850 o410 2840 m/z 59.95  79.30%
157.0, 2130 | |
T - ‘....'....‘...'.l....l.
m/z--> 50 100 150 200 250 300 350
Abundance #92228: n-Hexadecanoic acid
43.0 73.0
19.00 19.20 19.40 19.60
5000 256.0 m/z 57.10 77.10%
129.0
1 157013502 13.0
..\.Wpu m%Lml - {u‘ﬂuh. L —
m/z--> 50 150 200 250 300 350
Abundance #75071: Tetradecanoic acid N
73.0 19.00 19.20 19.40 19.60
43.0 m/z 41.05 76 .85%
5000 129.0
185.0 228.0
1
I{‘I‘I“IIIIHI J“(‘IHH‘ \1570&'\"‘\" ——— T R A
m/z--> 50 o 1m 200 250 300 350 wmmmwmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018639.D

Aca On : 18 Jan 2019 16:25

Operator : JU/SJ

Sample : K1173-01

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 Ethanol, 2-(tetradecyloxy)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.03 6.98 ng 1014320 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
2 Cvclooctacosane 392 C28H56 000297-24-5 91
3 l1l-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 91
4 Pentafluoropropionic acid. octad... 416 C21H37F502 1000280-07-7 90
5 1-Hexadecanol, 2-methyl- 256 C17H360 002490-48-4 90
Abundance Scan 3051 (21.033 min): BM018639.D (-3046) (-) m/z 57.10 100.00%
57.1
97.0
5000
AUV R N SR
39.1 20.80 21.00 21.20 21.40
| 821 2251 28L1 351 4291 nyo 43.05  90.14%
m/z--> 50 100 150 200 250 300 350 400
Abundance #93396: Ethanol, 2-(tetradecyloxy)-
57.0
A
5000 97.0 L LA BN B B
20.80 21.00 2120 21.40
l m/z 55.10 65.40%
1,5.‘;‘1. ”3 all -'--2?5-"9------.----.----
m/z--> 50 15 200 250 300 350 400
Abundance #154719: Cyclooctacosane
57.0
97.0 20,80 21.00 21.20 21.40
5000 m/z 83.05 61.85%
LLid ‘ l 1399 1810 2220 2640 3350 3920
m/z--> 50 100 150 200 250 300 350 400
Abundance #129672: 1-Hexadecanesulfonyl chloride T T T
57.0 20.80 21.00 21.20 21.40
m/z 71.10 61.43%
97.0
5000
39.0
L i ‘ | 17 1810 200 27105079
|||||||||||||||||||||||||||||||||||| —v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
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 : BM018639.D

Aca On : 18 Jan 2019 16:25

Operator : JU/SJ

Sample : K1173-01

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 Eicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.46 6.89 ng 1001850 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 98
2 Heneicosane 296 C21H44 000629-94-7 96
3 Octacosane 394 C28H58 000630-02-4 91
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
5 Heneicosane, l1ll-decyl- 437 C31H64 055320-06-4 91
Abundance Scan 3124 (21.462 min): BM018639.D (-3120) (-) m/z 57.10 100.00%
57.1
5000 J\\
99.0 = 7120 D140 21160 7180
141.2 : : :
ol L[y 1421831 2252 o182 w80 4312 ot s UG 7. 54%
m/z--> 50 100 150 200 250 300 350 400
Abundance #107655: Eicosane
57.0
5000 R AR DA DA N
21.20 21.40 21.60 21.80
99.0 m/z 71.10 70.45%
L0 gm0 50 s
m/z--> éo 160 150 260 250 360 3éo 460
Abundance #115570: Heneicosane
57.0
21.20 21.40 21.60 21.80
5000 m/z 85.10 53.56%
99.0
15q|J ||| 1410 1830 2250 296.0
m/z--> éo 160 1éo 260 250 360 3éo 460
Abundance #155178: Octacosane
57.0 21.20 21.40 21.60 21.80
m/z 41.05 29.32%
5000 K
99.0
“ r | |y, 1410 183.0 2250 281.0 337.0 394.0 <A_
m/z--> % 1& ﬁo M 2m %o ﬁ)4& mmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018639.D

Aca On : 18 Jan 2019 16:25

Operator : JU/SJ

Sample : K1173-01

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 Octadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.90 20.04 ng 2914660 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 94
2 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 94
3 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
4 Heneicosane 296 C21H44 000629-94-7 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 3198 (21.897 min): BM018639.D (-3194) (-) m/z 57.10 100.00%
57.1
5000
991 J\Izlllelol 21.80 22.00 22.20
141.1 . . . :
ol M LAy 14 1832 2252 a67a  s2ma se91 4301 Ti3Tio 0 73.23%
m/z--> 50 100 150 200 250 300 350 400
Abundance #91036: Octadecane
57.0
5000 ‘j\-- SENUARSUBURE
21 60 21. 80 22. oo 22 20
99.0 m/z 71.10 69.75%
sl | | )] 1410 183.0 221,0254.0
m/z--> 55 160 150 260 2éo 360 3éo 460
Abundance #130022: Heptadecane, 9-hexyl-
43.0 J
L DN U BN B
21.60 21.80 22.00 22.20
5000 5.0 m/z 85.10 52.01%
L ‘ Ly 1270 1600 00 2670 azs0
L L L LA LR WL W L WL DL
m/z--> 50 100 150 200 250 300 350 400 A
Abundance #115577: Pentadecane, 8-hexyl- R R BN S EmE
43.0 21.60 21.80 22.00 22.20
m/z 41.10 28.18%
5000 85.0
196.0
S S -1 3T, N B (| Y | GO |
m/z--> 50 1m 150 200 2m 300 350 400 mmmmnmnm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018639.D

Aca On : 18 Jan 2019 16:25

Operator : JU/SJ

Sample : K1173-01

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 Docosane, 7-hexyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.37 38.98 ng 5668010 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 7-hexvl- 394 C28H58 055373-86-9 95
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
3 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 94
4 1-lodo-2-methvlundecane 296 C12H25l1 073105-67-6 93
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 3278 (22.368 min): BM018639.D (-3273) (-) m/z 57.10 100.00%
57.1
5000
991 22.00 22.20 22.40 22.60
1412 . . .
oL A LU ALy 412 1832 2253 pos1 szma  a0s RS0 0 g0
m/z--> 50 100 150 200 250 300 350 400
Abundance #155180: Docosane, 7-hexyl-
57.0 AQ
5000 IUABUNESA DA UAREE N
22.00 22.20 22.40 22.60
l 15 m/z 43.10 70.75%
AL 20 20 2250 2670 *09 as00 a0
m/z--> 50 100 150 200 250 300 350 400
Abundance #115577: Pentadecane, 8-hexyl-
43.0
22.00 22.20 22.40 22.60
5000 85.0 m/z 85.10 53.04%
196.0
A ey 2e0 2800
m/z--> 50 100 150 200 250 300 350 400
Abundance #130022: Heptadecane, 9-hexyl-
43.0 22.00 22.20 22.40 22.60
m/z 41.10 26.80%
5000 85.0
210.0
\ }J Ly JorS weo0 T 2670 30
m/z--> 50 100 150 200 250 300 350 400 22.00 22.20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018639.D

Aca On : 18 Jan 2019 16:25

Operator : JU/SJ

Sample : K1173-01

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 Tetracosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.89 50.15 ng 7314210 Perylene-d12 23.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 98
2 Nonacosane 408 C29H60 000630-03-5 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 3367 (22.891 min): BM018639.D (-3360) (-) m/z 57.10 100.00%

57.1

-

5000
]]13'1 169.2 2252 300.3 365.3415.0 475.1 549.2 22.80 22.80 23.00 2320
Ol A AL L0y £.2202 3093 365.3415.0 4751 8492 | m/z  71.10  72.25%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #136482: Tetracosane
57.0
5000

22.60 22.80 23.00 23.20
m/z 43.10 67 .44%

13.0
]] | | ,169.0 2250 281.0 338.0

IIIIIIIIIIIIIIIIII‘II‘IIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIIIIII

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #158131: Nonacosane
57.0

22.60 22.80 23.00 23.20
5000 m/z 85.10 55.88%

13.0
| 169.0 225, 0 281. 0 337.0 408.0

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

%

Abundance #172957: Tetratetracontane
57.0 22.60 22.80 23.00 23.20
m/z 55.10 25.44%
5000
13. O
,169.0 225 0 281. 0 337.0 393.0 449.0 505.0 562.0 617.0

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 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 : BM018639.D

Aca On : 18 Jan 2019 16:25

Operator : JU/SJ

Sample : K1173-01

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 Tetratriacontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

24.11 40.46 ng 5901450 Perylene-d12 23.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratriacontane 479 C34H70 014167-59-0 91
2 Nonacosane 408 C29H60 000630-03-5 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 3574 (24.109 min): BM018639.D (-3568) (-) m/z 57.10 100.00%

517.1
5000
9.1

4111832 905 » 23.80 24.00 24.20 24.40
I .U', 1018322252 omiaspssaeea w171 4893 T 91 100 75 46%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #167078: Tetratriacontane
57.0
5000 LA L L L L I LB L |
23.80 24.00 24.20 24.40
9.0 m/z 43.10 68.63%
15.Q Il | 141.0183.0 225.0 267.0 311.0 367.0 410.0
L o e o o B I AL e e o e e R
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #158131: Nonacosane
57.0
N e B REEE S m
23.80 24.00 24.20 24.40
5000 m/z 85.10 55.00%

9.0
| ; 141.0183.0 225.0 267.0 309.0 351.0  408.0

IIJIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIII

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

F

Abundance #115570: Heneicosane
57.0 23.80 24.00 24.20 24.40
m/z 55.10 25.91%
5000
9.0
150 | | 1)) 141018302250 296.0
L e o o o e e L B B o o o e e e T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 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 : BM018639.D

Aca On : 18 Jan 2019 16:25

Operator : JU/SJ

Sample : K1173-01

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 15 Heptadecane, 9-octyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

24 .87 21.05 ng 3070270 Perylene-d12 23.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 95
2 Tetracosane 338 C24H50 000646-31-1 91
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 3703 (24.868 min): BM018639.D (-3697) (-) m/z 57.10 100.00%

517.1
5000

9.0
1411183 2 24160 24.80 25,00 25.20
Obrrs ...J!.ll.l..l,ﬂ.‘..ﬂ. 2252 2802 3410 4019 4891 5492' sz 71.10  70.99%

T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #142113: Heptadecane, 9-octyl-
57.0

5000
24160 24.80 25,00 25.20
m/z 43.10 65.32%

9.0
239.0
}d 114101830 “P"281 0323.0
R e e o LA B e i e o e e S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #136482: Tetracosane
57.0

24.60 24 80 25. 00 25.20

5000 m/z 85.10 56.52%
9.0
J | 1#1.0183.0225.0267.0  338.0
R L e B e AL A o o o o o e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #123100: Pentadecane, 8-heptyl-
57.0 24 60 24.80 25.00 25.20

m/z 55.10 24 . 75%

5000 mL
9.0
210.0
| })d ;1410 2520 3090

L0 e e e s e B I EREE m e e

m/z--> 50 100 150 200 250 300 350 400 450 500 550 24 60 24 80 25. OO 25 20

8270-BM010919.M Sat Jan 19 00:40:24 2019 Page: 15



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM011819\
Data File : BM018639.D

Acq On : 18 Jan 2019 16:25

Operator : JU/SJ

Sample : K1173-01

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 6.7 ng 431917 1 7.73 1289790 20.0
2-Pentanone, 4-hy... 4.88 5.1 ng 328564 1 7.73 1289790 20.0
unknown7 .27 7.27 96.6 ng 6232060 1 7.73 1289790 20.0
n-Hexadecanoic acid 18.03 24.3 ng 2878990 4 17.13 2370440 20.0
Dibutyl phthalate 18.10 2.5 ng 300383 4 17.13 2370440 20.0
Octadecanoic acid 19.31 9.6 ng 1399870 5 21.33 2908290 20.0
Ethanol, 2-(tetra... 21.03 7.0 ng 1014320 5 21.33 2908290 20.0
Eicosane 21.46 6.9 ng 1001850 5 21.33 2908290 20.0
Octadecane 21.90 20.0 ng 2914660 5 21.33 2908290 20.0
Docosane, 7-hexyl- 22 .37 39.0 ng 5668010 5 21.33 2908290 20.0
Tetracosane 22.89 50.1 ng 7314210 6 23.60 2916870 20.0
Tetratriacontane 24_11 40.5 ng 5901450 6 23.60 2916870 20.0
Heptadecane, 9-oc... 24.87 21.1 ng 3070270 6 23.60 2916870 20.0
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