LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011619\
Data File : BM018594.D

Aca On : 16 Jan 2019 21:38

Operator : JU/SJ

Sample : K1147-25

Misc :

ALS Vial : 19 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 3.522 71 74 87 rBv 204006 331639 1.47% 0.235%
2 4.887 301 306 316 rVB 300513 448131 1.98% 0.318%
3 5.340 376 383 399 rBY 6802383 9676343 42.84% 6.862%
4 6.928 645 653 671 rBY 6584791 11246186 49.79% 7.975%
5 7.286 706 714 723 rBV 7216013 11447675 50.69% 8.118%
6 7.745 786 792 799 rVB 1442245 2250361 9.96% 1.596%
7 8.063 839 846 855 rVB 5386567 8700489 38.52% 6.170%
8 8.916 982 991 1002 rBY 4149173 6867998 30.41% 4._.870%
9 10.539 1258 1267 1279 rBV 1870053 3176677 14.06% 2.253%
10 13.010 1680 1687 1702 rBVY 11080514 16597540 73.49% 11.770%

11 13.851 1822 1830 1839 rBV 1130503 1638633 7.26% 1.162%
12 14.398 1916 1923 1933 rVB2 2857145 4349770 19.26% 3.085%
13 15.892 2170 2177 2192 rBV 9737301 13643375 60.41% 9.675%
14 17.145 2383 2390 2401 rBV2 3679383 5223796 23.13% 3.704%
15 18.033 2536 2541 2559 rBV 1826401 2828969 12.53% 2.006%

16 19.215 2732 2742 2746 rBV 716586 981773 4 _.35% 0.696%
17 19.315 2755 2759 2766 rBV 418837 596090 2.64% 0.423%
18 19.780 2832 2838 2843 rBV 18200921 22585776 100.00% 16.017%
19 20.574 2969 2973 2976 rVB 214607 244470 1.08% 0.173%
20 21.033 3043 3051 3055 rBV 2137440 2683794 11.88% 1.903%

21 21.115 3062 3065 3070 rBV 254942 295321 1.31% 0.209%
22 21.339 3098 3103 3108 rBV 3810523 4947532 21.91% 3.509%
23 21.439 3117 3120 3123 rBV2 256446 277816 1.23% 0.197%
24 21.474 3123 3126 3135 rVB 527182 619022 2.74% 0.439%
25 21.909 3197 3200 3207 rBV 623992 888714 3.93% 0.630%

26 22.380 3276 3280 3287 rVB 753624 966497 4.28% 0.685%
27 22.509 3298 3302 3308 rVB 585167 794261 3.52% 0.563%
28 22.897 3363 3368 3373 rVB 694801 977397 4_.33% 0.693%
29 23.468 3461 3465 3477 rVB 573233 967112 4.28% 0.686%
30 23.615 3484 3490 3499 rVB 2093529 3983305 17.64% 2.825%

31 24.132 3573 3578 3585 rVB2 424894 778821 3.45% 0.552%

Sum of corrected areas: 141015283
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011619\
Data File : BM018594.D

Aca On : 16 Jan 2019 21:38

Operator : JU/SJ

Sample : K1147-25

Misc :

ALS Vvial : 19 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: BM018594.D
1.5e+07
1le+07
5.34 6.93 7.29
8.06
5000000 8.92
775 10.54
3.52 4.89
oA T e e T e T T T T e T
Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM018594.D
19,78
1.5e+07
13.01
le+07 15.89
5000000
17.14
14.40
13.85 18.03
\ 1983> 20.t
O IR e I e o o L B o e AL I e o e o o B B AL i 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: BM018594.D
1.5e+07
1le+07
5000000 21.34
21.03 23.61
21.91 2208651 22.90 23% 413
L N WA i A A
o1 T T T T T T T T T T T T T T T T T T T T T T T T e
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 24.50 25.00 25.50 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\BM011619\
Data File : BM018594.D

Aca On : 16 Jan 2019 21:38

Operator : JU/SJ

Sample : K1147-25

Misc :

ALS Vial : 19 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 2.95 ng 331639 1,4-Dichlorobenzene-d4 7.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propovlene Glvcol 76 C3H802 000057-55-6 86
2 R-(-)-1.2-propanediol 76 C3H802 004254-14-2 72
3 Isopropnvl Alcohol 60 C3H80 000067-63-0 56
4 Propane. 2-ethoxv- 88 C5H120 000625-54-7 9
5 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 9

Abundance Scan 74 (3.522 min): BM018594.D (-71) (-) m/z 45.10 100.00%
45
5000 /k
rrrrrrprTrTT TR R e
61 320 3.40 3.60 3.80
o 2 91108 127141 6209 | sz 43.00  21.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #918: Propylene Glycol
45
5000 AL AR SRS SRR
320 340 3.60 3.80
m/z 61.00 6.09%
29 61
ol 15 % 76
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #928: R-(-)-1,2-propanediol
45
320 340 360 380
5000 m/z 44.00 5.34%
29
0"”u'w“|h"ﬁﬁ'Zﬁ"'w"'w""w"'l“"l“"l'“'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #288: Isopropyl Alcohol L ISR L B N B BB |
45 320 3.40 3.60 3.80
m/z 42.00 3.64%
- WW/J\/WMA
\ | 59
0"ﬂh'JhJL'"|'“'|"'w""l“"l"“l""w"'l'“' NSRS SRR SRR
m/z--> 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\HPCHEMI1\BNA M\DATA\BM011619\
Data File : BM018594.D

Aca On : 16 Jan 2019 21:38

Operator : JU/SJ

Sample : K1147-25

Misc :

ALS Vial : 19 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 8

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

4.89 3.98 ng 448131 1,4-Dichlorobenzene-d4 7.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 3-0ctanol 130 C8H180 020296-29-1 33
3 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 33
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 17

Abundance Scan 307 (4.893 min): BM018594.D (-301) (-) m/z 43.00 100.00%
43
59
5000
101 e
4.60 4.80 5.00 5.20
Obrrrrrr S8l B3l 67 8 e | "m/z 59.10 58.20%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RN N S LR
4.60 4.80 5.00 5.20
59 101 m/z 101.10 24.92%
0 21 37| 53 | 67 7783 o1 |
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13175: 3-Octanol
59
460 480 5.00 520
5000 41 83 m/z 58.05 14 .58%
101
o L sa), e 7 | 12 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8042: Hydrazine, 1,1-bis(1-methylethyl)- L B e e
59 4.60 4.80 5.00 5.20
m/z 41.10 9.94%
5000 101
27 42 116
O'W'“WW'“JM"V'“i“'WT?“l?ﬁw'“'H'“l“'w'“'w'“ U N R R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011619\
Data File : BM018594.D

Aca On : 16 Jan 2019 21:38

Operator : JU/SJ

Sample : K1147-25

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.29 Concentration Rank 1

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

7.29 101.74 ng 11447700 1,4-Dichlorobenzene-d4 7.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 16
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 Cl10H12 028749-81-7 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 715 (7.292 min): BM018594.D (-706) (-) m/z 132.00 100.00%
132
5000
68
9 s [l Fioom | e
o A8 Ay X Tm/z 68.10  34.38%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132

N\

7.00 7.20 7.40 7.60
m/z 134.00 33.01%

5000

ol e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48639: Tranylcypromine-propionyl
57 132
e
74 7.00 7.20 7.40 7.60
5000 gg 116 m/z 66.10 22.96%
%I TP P ™ 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- e e
132 7.00 7.20 7.40 7.60
m/z 69.05 14 .38%
117
5000
39 91
27 5l 65 77 ‘ 105 ‘ |
0,.k..p.w.ﬂﬁ.ﬂq.m.,ﬂ..h.w‘.,”..,.”.,...w.... RN L .
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\HPCHEMI1\BNA M\DATA\BM011619\
Data File : BM018594.D

Aca On : 16 Jan 2019 21:38

Operator : JU/SJ

Sample : K1147-25

Misc :

ALS Vial : 19 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 4
R.T. EstConc Area Relative to ISTD R.T.
18.03 10.83 ng 2828970 Phenanthrene-d10 17.14
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 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Undecanoic acid 186 C11H2202 000112-37-8 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance Scan 2541 (18.033 min): BM018594.D (-2536) (-) m/z 73.05 100.00%

43 73
60

5000 129

[

213

157171185 097 256 17.80 18.00 18.20 18.40

143 199

— 281 m/z 43.10 89.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
43 60 73
5000{ 29 256 L L L L N B e

17.80 18.00 18.20 18.40
m/z 60.00 80.76%

213

143 157171185199

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid
60 73

43 L AL s
17.80 18.00 18.20 18.40

5000 m/z 41.10 79.34%

129
29 185 228
115
1 143 157171 ‘
R 0 S P R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65562: Tridecanoic acid
43 60 73 17.80 18.00 18.20 18.40
m/z 55.10 72 .36%
5000
29
129 171 214
ol L e T | samasr |18
0 ,‘ T ....‘,‘...a,....,‘.........‘....... R R RRN R R e s B e S e
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\BM011619\
Data File : BM018594.D

Aca On : 16 Jan 2019 21:38

Operator : JU/SJ

Sample : K1147-25

Misc :

ALS Vial : 19 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 Bis(2-ethylhexyl) maleate Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
19.22 3.76 ng 981773 Phenanthrene-d10 17.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bis(2-ethvlhexvl) maleate 340 C20H3604 000142-16-5 95
2 Diisooctvl maleate 340 C20H3604 001330-76-3 83
3 Pentane. 2.2.3.3-tetramethvl- 128 C9H20 007154-79-2 35
4 1-Decene. 4-methvl- 154 C11H22 013151-29-6 30
5 2-Undecene, 5-methyl- 168 C12H24 056851-34-4 22

Abundance Scan 2743 (19.221 min): BM018594.D (-2732) (-) m/z 57.10 100.00%
g7 117
9
R VNN SRR BN B
3 ﬁ \ 171 107 212 19.00 19.20 19.40 19.60
ol L I ASDIO3 10122 239 264282 385 7 117.00  87.65%
m/z--> 50 100 150 200 250 300 350
Abundance #137211: Bis(2-ethylhexyl) maleate
g7 117
5000 UV SRR BN B
29 9 19.00 19.20 19.40 19.60
m/z 71.10 77.01%
ol ,L8ﬁ ,‘,“ 139 167185 211229 297 341
m/z--> 50 100 150 200 250 300 350
Abundance #137210: Diisooctyl maleate
7 117
~19.00 1920 19.40 19.60
5000 9 m/z 70.05 62.80%
29
ol W‘S% ‘ JL 140 167185 211229 283 311 340
m/z--> 50 100 150 200 250 300 350
Abundance #12328: Pentane, 2,2,3,3-tetramethyl- R e e e e e
57 19.00 19.20 19.40 19.60
m/z 100.00 58.21%
5000
29
99
oL &\81 AT O O |
m/z--> 50 100 150 200 250 300 350 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011619\
Data File : BM018594.D

Aca On : 16 Jan 2019 21:38

Operator : JU/SJ

Sample : K1147-25

Misc :

ALS Vial : 19 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 15
R.T. EstConc Area Relative to ISTD R.T.
19.32 2.41 ng 596090 Chrysene-di12 21.34
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 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 81
5 n-Decanoic acid 172 C10H2002 000334-48-5 64
Abundance Scan 2760 (19.321 min): BM018594.D (-2755) (-) m/z 73.00 100.00%
43
5000 129 "
185
& 284 USRNSSR IR BURRE
(157 \ 213 l 207 19.00 19.20 19.40 19.60
o bl dlSCL R 827 Thyz 43.10 0 91.22%
m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
/87
5000 129 AR AR SR R
19. oo 19 20 19. 40 19.60
9 185 oa 284 m/z 60.00 80.10%
o 15 " .l15.7 | | 2].'3 L I 265 \
m/z--> 50 100 1éo 260 2%0 360 3éo
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
ile]
73 19.00 19.20 19.40 19.60
5000 284 m/z 57.10 74 .30%
129
185
o .-M b e SO ees | s sm
m/z--> 50 1 o 150 200 250 300 350
Abundance #75071: Tetradecanoic acid AR R EE L
73 19.00 19.20 19.40 19.60
43 m/z 55.10 73.05%
5000 129
185 228
L |
0 JLMLMou,%%a b N
m/z--> 50 100 150 200 250 300 350 mmwmwmwm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011619\
Data File : BM018594.D

Aca On : 16 Jan 2019 21:38

Operator : JU/SJ

Sample : K1147-25

Misc :

ALS Vial : 19 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 5-Eicosene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.03 10.85 ng 2683790 Chrysene-di12 21.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 94
2 E-15-Heptadecenal 252 C17H320 1000130-97-9 94
3 1-Hexadecene 224 C16H32 000629-73-2 94
4 Dichloroacetic acid. heptadecvl ... 366 C19H36CI202 1000282-98-2 94
5 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 94
Abundance Scan 3051 (21.033 min): BM018594.D (-3043) (-) m/z 57.10 100.00%
57 g3
5000
R NI SRR BN SR
139 20.80 21.00 21.20 21.40
o 168 208 252280308 341369 401 n/z 43.10 99 . 21%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #106398: 5-Eicosene, (E)-

[6)]
OT
[0
w

5000 LA B L L L L I
20. 80 21. 00 21 20 21. 40
29 111 m/z 55.10 86.80%
0 11139167196223252280
L o o o B L B B S e e o
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #89757: E-15-Heptadecenal
43
83 R R R R
20.80 21.00 21.20 21.40
5000 m/z 83.10 81.12%
111
o AR L] 139 168 196224 252
L o o o B e T LI e i o o S
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #72488: 1-Hexadecene A BEEe e
41 20.80 21.00 21.20 21.40
m/z 97.10 T74.72%
83
5000
111
ol 15 \ | ‘ l 1139 168 196 224
R o o o B B LA e e o o S R AEEEEEEREE
m/z--> 0 50 100 150 200 250 300 350 400 450 20. 80 21. 00 21 20 21. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011619\
Data File : BM018594.D

Aca On : 16 Jan 2019 21:38

Operator : JU/SJ

Sample : K1147-25

Misc :

ALS Vial : 19 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 Heneicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

21.47 2.50 ng 619022 Chrysene-di12 21.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Eicosane. 10-methvyl- 296 C21H44 054833-23-7 94
3 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 93
4 Octadecane. 2-methvl- 268 C19H40 001560-88-9 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 3125 (21.468 min): BM018594.D (-3123) (-) m/z 57.10 100.00%

57
85
5000

113 21.20 21.40 21.60 21.80
141169 211 253
0 ....,....1.1.1..1,1....,.... 0282 327358 429 585 "m/z 43.10 73.68%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #115570: Heneicosane

]

5000 R RN a e e
21 20 21. 40 21. 60 21. 80

m/z 71.10 70.82%

o 141169197225253 296

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #115575: Eicosane, 10-methyl-

E

21.20 21.40 21.60 21.80

5000 85 m/z 85.10 53.36%
113 154
0 | 1183211239 281
R B A B B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #115577: Pentadecane, 8-hexyl- L B o
43 21.20 21.40 21.60 21.80

m/z 41.10 28 .86%

5000

i

99 196
127155 | 205252280

A el ——————

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

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011619\
Data File : BM018594.D

Aca On : 16 Jan 2019 21:38

Operator : JU/SJ

Sample : K1147-25

Misc :

ALS Vial : 19 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 Heptacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.91 3.59 ng 888714 Chrysene-di12 21.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 3200 (21.909 min): BM018594.D (-3197) (-) m/z 57.10 100.00%
g7
5000 I l
141 281 21.60 21.80 22.00 22.20
- J At 1| L7109 211239 201302824 355 387415 | nsz  43.10  69.47%
m/z--> 50 150 200 250 300 350 400
Abundance #151555: Heptacosane
57
5000 85 S DA UL IR SR
21'60 21.80 22.00 22.20
m/z 71.10 67.79%
29 113 141
o | ﬂ L ‘169 197 225 253 281 309 337 380
m/z--> 55 100 150 260 250 300 350 400
Abundance #115570: Heneicosane
57
o 21.60 21.80 22.00 22.20
5000 m/z 85.10 51.42%
29 113
oL L. | L) J 141 169 197 225 253 296
m/z--> 50 100 1%0 200 250 300 350 400
Abundance #155178: Octacosane e B B m o S e
57 21.60 21.80 22.00 22.20
m/z 41.10 28.02%
5000 85
29
oL ] | 112 141 160 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 400 21'60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011619\
Data File : BM018594.D

Aca On : 16 Jan 2019 21:38

Operator : JU/SJ

Sample : K1147-25

Misc :

ALS Vial : 19 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 Triacontane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22.38 3.91 ng 966497 Chrysene-di12 21.34
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 Tetracosane 338 C24H50 000646-31-1 90
4 Eicosane 282 C20H42 000112-95-8 90
5 Docosane 310 C22H46 000629-97-0 87
Abundance Scan 3280 (22.380 min): BM018594.D (-3276) (-) m/z 57.10 100.00%
57
85
5000
141 169 22.00 22.20 22.40 22.60
Ol el 1| LAC s 21239 282 327355387417 476503 | sz 43.10  73.28%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #160628: Triacontane
57
5000 85 AR DA AR
nmnmnmnm
m/z 71.10 71.85%
113141
o2l 44 |17 141169 197 225 253 281 309 337 365 303 422
miz--> 0 55 160 1éo 260 2éo 360 3éo 460 4%0 560
Abundance #115570: Heneicosane
" 2200 72 7740 7050
5000 m/z 85.10 56.69%

141169197 225253 296

)

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #136481: Tetracosane e =
22.00 22.20 22.40 22.60
m/z 41.05 26.29%
5000 85

s

| 113141160 197 225 253 281 309 338
mz-> 0 50 100 150 200 250 300 350 400 450 500 22.00 22.20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011619\
Data File : BM018594.D

Aca On : 16 Jan 2019 21:38

Operator : JU/SJ

Sample : K1147-25

Misc :

ALS Vial : 19 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 2,6,10,14,18,22-Tetracosahe... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.51 3.99 ng 794261 Perylene-di12 23.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 95
2 Saualene 410 C30H50 007683-64-9 91
3 2.6.10.14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 78
4 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 64
5 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 52
Abundance Scan 3302 (22.509 min): BM018594.D (-3298) (-) m/z 69.10 100.00%
6o
5000 “
41
NSNS SRR
22.20 22.40 22.60 22.80
207
b J! .'l.l. f AI7207 246273300 341369 410 460 549 | no7 81 10 52.07%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158519: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23...
69
5000 IR AU
a1 nmnmnmnm
m/z 41.10 28.82%
| 121, 49
obbu bl [ 191 201 275300 341368 410
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158504: Squalene
69
22120 22.40 22.60 22.80
s000] 4 m/z 95.10 13.28%
. | 11uu 1164191 231 273 341368 410 *«wm»nwk»fﬂdn}\NNMNMWAMNfNMM
m/z--> 5b 100 150 200 250 300 350 400 4%0 560 séo
Abundance #133939: 2,6,10,14-Hexadecatetraenoic acid, 3,7,11,15-tetr... e A RERRE AT
69 22.20 22.40 22.60 22.80
m/z 68.10 13.02%
- J_VA\
41
136
NIIERY 27| 19951050 267 332
m/z--> éo 160 1éo 200 250 300 3%0 460 4%0 560 séo 2220 2240 2260 2280 !
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011619\
Data File : BM018594.D

Aca On : 16 Jan 2019 21:38

Operator : JU/SJ

Sample : K1147-25

Misc :

ALS Vial : 19 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 Tetracosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.90 4.91 ng 977397 Perylene-di12 23.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 98
2 Tetracosane. 1ll-decvl- 479 C34H70 055429-84-0 91
3 Heneicosane. 1l1-decvl- 437 C31H64 055320-06-4 90
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
5 Tetratetracontane 619 C44H90 007098-22-8 90
Abundance Scan 3368 (22.897 min): BM018594.D (-3363) (-) m/z 57.10 100.00%
57
5000
13 LSRN U SN SR
141169 22.60 22.80 23.00 23.20
Ol b d AL L7y 727197225253 295 337 385 430461489 849 | . 771 10 72.35%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #136482: Tetracosane
57
85
5000 AR AR A DA
22 60 22. 80 23. oo 23 20
13 m/z 43.10 69.51%
oL 30 f] 1141169197225 253281309338
m/z--> 6 55 160 1%0 200 250 300 350 400 4%0 560 séo
Abundance #167081: Tetracosane, 11-decyl-
57
2260 22.80 23.00 23.20
5000 85 m/z 85.10 54 _.14%
0 ‘ fi3141169197225253 295 337364393421
m/z--> 6 55 160 1%0 200 250 300 350 400 4%0 560 séo
Abundance #162745: Heneicosane, 11-decyl- B R mEE e e
57 22.60 22.80 23.00 23.20
m/z 55.10 26.24%
5000 85
29 295
o ﬂ1}%141169197225 266 | 323 435
m/z--> 6 55 160 1%0 200 250 300 3%0 460 4%0 560 séo 2260 2280 2300 2320
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011619\
Data File : BM018594.D

Aca On : 16 Jan 2019 21:38

Operator : JU/SJ

Sample : K1147-25

Misc :

ALS Vial : 19 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 Nonacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.47 4.86 ng 967112 Perylene-di12 23.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonacosane 408 C29H60 000630-03-5 91
2 Docosane 310 C22H46 000629-97-0 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 3465 (23.468 min): BM018594.D (-3461) (-) m/z 57.10 100.00%
57
85
5000
13 " 5alon 93140 9360 9380
41169 23.20 23.40 23.60 23.80
bt 4, |!1“1 1297225253 295323855 399429 475503 849 | 7y 71 10 71.64%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158131: Nonacosane
57
5000 85 IERARARRA AU
Bmmmmmmm
m/z 43.10 70.21%
oLz ﬂl}%lf{l§9197225253281309337365 408
m/z--> sb 160 1éo 200 250 300 350 400 4%0 560 séo
Abundance #123096: Docosane
57
| 23.20 23.40 23.60 23.80
5000 85 m/z 85.10 58.34Y%
. Ho1a1 183211239267 310
m/z--> sb 160 1éo 200 250 300 3%0 460 4%0 560 séo
Abundance #142113: Heptadecane, 9-octyl- B BT e
57 23.20 23.40 23.60 23.80
m/z 41.10 25.18%
- I MW]\—M
0 [13141160197 239267294323352
m/z--> éo 160 1éo 200 250 300 350 400 4%0 560 séo 23 20 23. 40 23. 60 23. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011619\
Data File : BM018594.D

Aca On : 16 Jan 2019 21:38

Operator : JU/SJ

Sample : K1147-25

Misc :

ALS Vial : 19 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 Tetracosane, 1l1-decyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
24 .13 3.91 ng 778821 Perylene-di12 23.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Tetracosane 338 C24H50 000646-31-1 90
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
4 Tetracosane. 1ll-decvl- 479 C34H70 055429-84-0 87
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 3578 (24.132 min): BM018594.D (-3573) (-) m/z 57.10 100.00%
57
85
[P 23.80 24.00 24.20 24.40
183 : : : -
Ob b b A L [y 10211238 283 323356387 431463 503 849 | 7o 71 10 71.20%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #151555: Heptacosane
57
5000 85 U AL LN BARER
23.80 24.00 24.20 24.40
29 m/z 43.10 62.63%
13
o] o 141169197225253231309337 380
mz-> 0 50 100 1%0 200 250 300 350 400 450 500 550
Abundance #136482: Tetracosane
57
o5 23.80 24.00 24.20 24.40
5000 m/z 85.10 54 _.78%
13
o }f11691972252532813og338
mz-> 0 55 100 150 200 250 300 350 400 450 500 550
Abundance #142113: Heptadecane, 9-octyl- o B S B B M
57 23.80 24.00 24.20 24.40
m/z 55.10 24 _A7%
h 1 MJ\j\VW
o | ff%141169197 2?9267296323352
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 23.80 24.00 24.20 24.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM011619\
Data File : BM018594.D

Acq On : 16 Jan 2019 21:38

Operator : JU/SJ

Sample : K1147-25

Misc :

ALS Vial : 19 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 3.0 ng 331639 1 7.75 2250360 20.0
2-Pentanone, 4-hy... 4.89 4.0 ng 448131 1 7.75 2250360 20.0
unknown7 .29 7.29 101.7 ng 11447700 1 7.75 2250360 20.0
n-Hexadecanoic acid 18.03 10.8 ng 2828970 4 17.14 5223800 20.0
Bis(2-ethylhexyl) ... 19.22 3.8 ng 981773 4 17.14 5223800 20.0
Octadecanoic acid 19.32 2.4 ng 596090 5 21.34 4947530 20.0
5-Eicosene, (E)- 21.03 10.9 ng 2683790 5 21.34 4947530 20.0
Heneicosane 21.47 2.5 ng 619022 5 21.34 4947530 20.0
Heptacosane 21.91 3.6 ng 888714 5 21.34 4947530 20.0
Triacontane 22.38 3.9 ng 966497 5 21.34 4947530 20.0
2,6,10,14,18,22-T... 22.51 4.0 ng 794261 6 23.61 3983310 20.0
Tetracosane 22.90 4.9 ng 977397 6 23.61 3983310 20.0
Nonacosane 23.47 4.9 ng 967112 6 23.61 3983310 20.0
Tetracosane, 11-d... 24.13 3.9 ng 778821 6 23.61 3983310 20.0
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