LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO031519\
Data File : BM019183.D
Aca On : 15 Mar 2019 13:10 Instrument :
Operator : JU/SJ gyAﬁg el

- - lentosampleld :
3?22'6 : K1817-15 PST-027-B111-030619
ALS Vial : 4 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-BM031119.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.252 379 385 399 rBVY 3273390 4878541 43.42% 5.646%
2 6.840 647 655 676 rBY 3629716 6095767 54.26% 7 .054%
3 7.187 707 714 733 rBVY 3616505 5821702 51.82% 6.737%
4 7.651 787 793 801 rBV 957401 1531417 13.63% 1.772%
5 7.969 839 847 855 rBVY 2400760 3778190 33.63% 4_.372%
6 8.822 985 992 1009 rBY 1989333 3502578 31.18% 4._.053%
7 10.440 1259 1267 1284 rBV 1368976 2421531 21.55% 2.802%
8 12.922 1682 1689 1704 rBV 5734190 8423588 74.98% 9.748%
9 13.775 1827 1834 1845 rBV 365823 596505 5.31% 0.690%
10 14.310 1918 1925 1942 rBV2 2302699 3491180 31.08% 4.040%

11 15.810 2173 2180 2196 rBV 4777244 6884080 61.28% 7.966%
12 17.063 2387 2393 2398 rBv2 2779887 4022607 35.81% 4 _.655%
13 17.104 2398 2400 2404 rVB 163212 197761 1.76% 0.229%
14 17.957 2538 2545 2560 rBvV2 801175 1373377 12.22% 1.589%
15 18.133 2570 2575 2579 rBV3 74436 123228 1.10% 0.143%

16 19.127 2736 2744 2749 rBV 444887 730664 6.50% 0.846%
17 19.174 2749 2752 2759 rvv2 88793 132502 1.18% 0.153%
18 19.239 2759 2763 2777 rvv2 272888 503487 4.48% 0.583%
19 19.498 2803 2807 2814 rVB 324726 474349 4.22% 0.549%
20 19.704 2836 2842 2857 rBV 9117091 11234679 100.00% 13.001%

21 19.974 2883 2888 2890 rBV2 167394 243414 2.17% 0.282%
22 20.492 2973 2976 2981 rVB3 92619 120516 1.07% 0.139%
23 20.962 3051 3056 3065 rBV 1313572 1749581 15.57% 2.025%
24 21.262 3101 3107 3111 rBV 3300377 4355631 38.77% 5.040%
25 21.398 3127 3130 3139 rVB2 211948 311678 2.77% 0.361%

26 21.827 3199 3203 3204 rBV2 392016 420005 3.74% 0.486%
27 21.851 3204 3207 3216 rVV 1517656 2082098 18.53% 2.409%
28 21.927 3216 3220 3223 rVB 212592 250453 2.23% 0.290%
29 22.180 3260 3263 3267 rVB 218549 271524 2.42% 0.314%
30 22.286 3277 3281 3284 rBV 360338 460480 4_.10% 0.533%

31 22.786 3362 3366 3370 rBV 472755 640449 5.70% 0.741%
32 22.839 3370 3375 3385 rVVv2 1944531 3330905 29.65% 3.855%
33 22.927 3386 3390 3399 rVB 304703 524603 4.67% 0.607%
34 23.139 3423 3426 3434 rVB 214936 353550 3.15% 0.409%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO031519\

Data File : BM019183.D

Aca On : 15 Mar 2019 13:10

Operator : JU/SJ

3?22'6 i K1817-15 PST-027-B111-030619
ALS Vial : 4 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\HPCHEM1I\BNA M\METHODS\8270-BM031119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 23.345 3458 3461 3466 rVB 323854 450383 4.01% 0.521%
36 23.497 3480 3487 3499 rBV 1839454 3518097 31.31% 4.071%

37 23.992 3566 3571 3578 rVB 394828 724079 6.45% 0.838%
38 24.186 3601 3604 3611 rVB 221289 388741 3.46% 0.450%

Sum of corrected areas: 86413920
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO031519\

Data File : BM019183.D

Aca On : 15 Mar 2019 13:10

Operator : JU/SJ

ﬁ?ggle i K1817-15 PST-027-B111-030619
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.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: BM019183.D
8000000
6000000
4000000 6.84 7.19
5.25

2000000 n
p 10.44
C K

Time--> 3.00 350 400 450 500 550 600 650 7.00 750 800 8. 50 9.00 9. 50 10.00 10.50 11.00 11.50

Abundance TIC: BM019183.D
1970
8000000
6000000 12.92
15.81
4000000
17.06
2000000

04
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 TIC: BM019183.D
8000000
6000000
4000000 21.26

2000000
2399 19 A
e
Time--> 21.00 2150 22.00 2250 23.00 2350 2400 2450 2500 2550 26.00 2650 27.00 27.50 28.00 2850 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO031519\

Data File : BM019183.D

Aca On : 15 Mar 2019 13:10

Operator : JU/SJ

ﬁ?ggle i K1817-15 PST-027-B111-030619
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 unknown7.19 Concentration Rank 1

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

7.19 76.03 ng 5821700 1,4-Dichlorobenzene-d4 7.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 2-Cvclohexen-1-one 96 C6HB80 000930-68-7 11
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 715 (7.193 min): BM019183.D (-707) (-) m/z 132.00 100.00%
132
5000 68
40 % 6.80 7.00 7.0 7.40 7.60
54 : : . : .
o (8 o 2 Tm/z 68.10  48.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132
5000 R R L I L

6.80 7.00 7.20 7.40 7.60
m/z 134.00 33.47%

15 28 39 52 03 77 90 104,

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69 R R e S R EE
104 6.80 7.00 7.20 7.40 7.60
5000 m/z 66.10 29.84%
31 51
0 ‘ [l 1 H lluy ‘ “ !
L o o i o I D BLELR S i
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13679: 5-Fluoro-2-chloropyrimidine e
132 6.80 7.00 7.20 7.40 7.60
m/z 69.10 19.31%
5000
33 44 o 105 ‘
0...,...M,.uHQﬂu.t.ﬁQ...h.M..,.. T
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO031519\

Data File : BM019183.D

Aca On : 15 Mar 2019 13:10

Operator : JU/SJ

ﬁ?ggle i K1817-15 PST-027-B111-030619
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

17.96 6.83 ng 1373380 Phenanthrene-d10 17.06
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 72
3 Pentadecanoic acid 242 C15H3002 001002-84-2 53
4 Sedoheptulosan 192 C7H1206 000469-90-9 35
5 Eicosane 282 C20H42 000112-95-8 25
Abundance Scan 2546 (17.963 min): BM019183.D (-2538) (-) m/z 73.00 100.00%

43 ¢
5000
213 TR

| | 157171185, oq 081 17. eo 17. 80 18. oo 18 20

0 L llal m/z 60.00 75.50%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid

43 73

m/z 43.05 58.22%

51
5000 29 256 L e BN B
17.60 17.80 18.00 18.20
5]

21
‘J“ 143157171]_85199
Obrrrr e i
m/z--> 20 40 0 80 100 120 140 160 180 200 220 240 260 280
Abundance #65566: Tridecanoic acid
73
43 57 17.60 17.80 18.00 18.20
5000 m/z 57.05 54 _.30%
129
29 ‘ 115 171 214
1
SR L A ™
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43 57 73 17.60 17.80 18.00 18.20
m/z 55.10 53.48%
129
5000 29

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO031519\

Data File : BM019183.D

Aca On : 15 Mar 2019 13:10

Operator : JU/SJ

ﬁ?ggle i K1817-15 PST-027-B111-030619
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.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 Octadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.24 2.31 ng 503487 Chrysene-di12 21.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 86
5 Dodecane, l1-chloro- 204 C12H25ClI 000112-52-7 18
Abundance Scan 2763 (19.239 min): BM019183.D (-2759) (-) m/z 73.00 100.00%
5000 “ﬂwgmﬂn~”~fx“j\‘WJ\wwwx~ﬂ~J\
" 10.00 19.20 19.40 19.60
0 m/z 60.00 77.76%
m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
/87
5000 129 LN  L  LL  LL BLL
19. 00 19 20 19. 40 19 60
9 185 oa 284 m/z 43.05 69.96%
o 15 " l157 | | 2].'3 L I 265 \
m/z--> 50 100 1éo 260 250 300 3éo
Abundance #83683: Pentadecanoic acid
a8 73
" 19.00 19.20 19.40 19.60
5000 m/z 57.05 64.76%
129 242
‘ 97 ‘ 199
0..‘. L I"’ Ilml.illl .“L.‘..‘1|53.1.?1.\.‘|.2.2‘}.\|....|....|...
m/z--> 50 100 150 200 250 300 350
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester LR s w s B
43 19.00 19.20 19.40 19.60
m/z 55.05 58.21%
73
5000 284
129
185
oL “Hm‘\”‘ T LR s | s am
m/z--> 50 100 150 200 250 300 350 19. 00 19 20 19. 40 19 60

8270-BM0O31119.M Mon Mar 18 15:53:57 2019 Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO031519\

Data File : BM019183.D

Aca On : 15 Mar 2019 13:10

Operator : JU/SJ

ﬁ?ggle i K1817-15 PST-027-B111-030619
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.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 Cyclotetradecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20,96 8.03ng 1749580  Chrysene-d12 21.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Cvclotetradecane 196 ClaH28 000295-17-0 94
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91

3 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 91
4 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 90

Abundance Scan 3056 (20.962 min): BM019183.D (-3051) (-) 57.05 100.00%

7 83
5000
111

(6]

1 l 139 20.60 20.80 21.00 21.20
168 207
O S A 4 it wrac. 207 236258280 325 855 429 | "n/z 83.05 88.61%
m/z--> 50 100 150 200 250 300 350 400
Abundance #53619: Cyclotetradecane
55
83
5000 LA L L L B L L
20.60 20.80 21.00 21.20
29 \ 1111 m/z 69.10 86.53%

oL | | 139 168 e
- T
m/z--> 50 100 150 200 250 300 350 400
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43

97 20.60 20.80 21.00 21.20
5000 m/z 55.05 77.52%

125
o 153 196 224
m/z--> 50 100 150 200 250 300 350 400
Abundance 2 Tri i i B L B B

#143984: Trichloroacetic acid, tetradecy! ester
43 20.60 20.80 21.00 21.20

83 m/z 43.10 76.01%

241 A_A__J\M/\
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rr

m/z--> 50 100 150 200 250 300 350 400 20.60 20.80 21.00 21.20

5000

139 168 196
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO031519\

Data File : BM019183.D

Aca On : 15 Mar 2019 13:10

Operator : JU/SJ

ﬁ?ggle i K1817-15 PST-027-B111-030619
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.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 E-15-Heptadecenal Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.85 9.56 ng 2082100 Chrysene-di12 21.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-15-Heptadecenal 252 C17H320 1000130-97-9 91
2 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 90
3 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 90
4 Cvclopentane. decvl- 210 C15H30 001795-21-7 80
5 1-Hexadecanol 242 C16H340 036653-82-4 58
Abundance Scan 3207 (21.851 min): BM019183.D (-3204) (-) m/z 83.10 100.00%
83
55
5000 111
1 21.60 21.80 22.00 22.20
ol A ALL, l.l.-,Al.6.7..,299. 242 281308 341 387416 475 | 77 69.10  89.53%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #89757: E-15-Heptadecenal
43
111 21.60 21.80 22.00 22.20
m/z 97.10 82 .85%
e
'100

o 139 168 196 224 252
e o
m/z--> 50 150 200 250 300 350 400 450
Abundance #154046: Bromoacetic acid, octadecyl ester
43
69

97 21 60 21.80 22.00 22.20
5000 m/z 55.10 72.97%
TZI
153 250
LA L e 22020 o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester e RmEn e S e SO
43 21. 60 21. 80 22. OO 22 20

m/z 57.10 53.80%

69
5000
97
0 “%mmnmz

m/z--> 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\HPCHEM1\BNA M\DATA\BMO031519\

Data File : BM019183.D

Aca On : 15 Mar 2019 13:10

Operator : JU/SJ

ﬁ?ggle i K1817-15 PST-027-B111-030619
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.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 Pentadecane, 8-hexyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
22.29 2.11 ng 460480 Chrysene-di12 21.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
2 Eicosane. 10-methvl- 296 C21H44 054833-23-7 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 3282 (22.292 min): BM019183.D (-3277) (-) m/z 57.10 100.00%
7
85
5000
ﬂli3141169197 238 281309 342369 429 475 2200 22.20 22.90 22.60
R N e e T it A BN AL AL AC N m/z 71.10 88.84%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #115577: Pentadecane, 8-hexyl-
43
71
5000 SRR SR U B
22.00 22.20 22.40 22.60
m/z 85.10 65.05%
99 157 19
0 127155 | 225252 280
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #115575: Eicosane, 10-methyl-
57
| 22.00 22.20 22.40 22.60
5000 85 m/z 43.10 52.61%
0 113 1?4“183 211239 281
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #115570: Heneicosane R EEEaaEE e e
22.00 22.20 22.40 22.60
m/z 41.05 21.62%
5000

141 169 197 225 253 296
1 I I I I
miz—-> 0 50 100 150 200 250 300 350 400 450 22.00 22.20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO031519\

Data File : BM019183.D

Aca On : 15 Mar 2019 13:10

Operator : JU/SJ

ﬁ?ggle i K1817-15 PST-027-B111-030619
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.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 8
R.T. EstConc Area Relative to ISTD R.T.

22.79 3.64 ng 640449 Perylene-d12 23.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 91
4 Pentacosane 352 C25H52 000629-99-2 90
5 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 87

Abundance Scan 3367 (22.792 min): BM019183.D (-3362) (-) m/z 57.10 100.00%

5000

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
22.40 22.60 22.80 23.00 23.20
m/z 71.10 92 .34%

o 111169 207 252282 323356 402430461490 549
mz-> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #115570: Heneicosane
85
22.40 22.60 22.80 23.00 23.20
m/z 85.10 62.46%
29 13
o] fl 141169197225253 296
R R I R e e B B e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #142113: Heptadecane, 9-octyl-
57
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
22.40 22.60 22.80 23.00 23.20
5000 85 m/z 43.10 51.46%
13
o | fd 141169197 2?9267296323352
e B I B e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115577: Pentadecane, 8-hexyl- SRR RS S
43 22.40 22.60 22.80 23.00 23.20
= m/z 55.10 23.29%
5000
99 196
o | 127155 | 205253281 . /J N
e o L T N A RARBREeE R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22. 40 22. 60 22. 80 23 00 23. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO031519\

Data File : BM019183.D

Aca On : 15 Mar 2019 13:10

Operator : JU/SJ

ﬁ?ggle i K1817-15 PST-027-B111-030619
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.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 3-Eicosene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
22.84 18.94 ng 3330910 Perylene-di12 23.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (BE)- 280 C20H40 074685-33-9 96
2 Cvclotetracosane 336 C24H48 000297-03-0 93
3 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 91
4 1-Heneicosvl formate 340 C22H4402 077899-03-7 91
5 1-Heptadecanol 256 C17H360 001454-85-9 90
Abundance Scan 3375 (22.839 min): BM019183.D (-3370) (-) m/z 83.10 100.00%
5]
55
5000 11
39 252 " 22.60 22,80 23.00 23.20
oA A AL, ..11.1.,11.‘37..293..1..25.‘?3‘?8.3.3.6?‘?9 402430 475 549 77 69.10  91.48%

T T f T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #106400: 3-Eicosene, (E)-
57
97

5000
29 22 60 22.80 23.00 23.20
m/z 57.10 87 .45%

25
0 J Pl 153182210 252280
L B O L L I o A o o o o e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #135651: Cyclotetracosane
55 83

22 60 22.80 23.00 23.20

5000 n11 336 m/z 97.05 85.05%
o G l Fl 167}95224251279308
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #154046: Bromoacetic acid, octadecyl ester RSy Ly
43 22.60 22.80 23.00 23.20

m/z 55.05 75.43%

83
5000
1
139
ﬂ Jm |, 181 2222%0 597

ol ARLR A gy oy o e T T

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

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO031519\

Data File : BM019183.D

Aca On : 15 Mar 2019 13:10

Operator : JU/SJ

ﬁ?ggle i K1817-15 PST-027-B111-030619
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.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 2-Heptacosanone Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

22.93 2.98 ng 524603 Perylene-d12 23.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Heptacosanone 394 C27H540 007796-19-2 92
2 2-Pentacosanone 366 C25H500 075207-54-4 86
3 2-Dodecanone 184 C12H240 006175-49-1 47
4 2-Undecanone. 6.10-dimethvl- 198 C13H260 001604-34-8 40
5 2-Tridecanone 198 C13H260 000593-08-8 40

Abundance Scan 3391 (22.933 min): BM019183.D (-3386) (-) m/z 59.05 100.00%

99
5000

22.60 22.80 23.00 23.20

97
J 1,127 163 207238268296 334 394 431 475 549

QNN N o O A 5 e AP e m/z 58.05 84.03%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155164: 2-Heptacosanone
59
5000

22.60 22.80 23.00 23.20
96 394 m/z 43.10 75 .24%

| 127156 194 236264292 334365 |

m/z--> CI) 5|0 1(|)O 1é0 200 250 300 35|O 4(|)O 45|O SCI)O 5&'30
Abundance #147075: 2-Pentacosanone
59
IRV UAREE
22.60 22.80 23.00 23.20
5000 m/z 71.10 73.33%

% 366
| 127 170198 236264 306 3387

L e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #45419: 2-Dodecanone

22.60 22.80 23.00 23.20
m/z 57.10 32.82%

5000

_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—r
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.60 22.80 23.00 23.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO031519\

Data File : BM019183.D

Aca On : 15 Mar 2019 13:10

Operator : JU/SJ

ﬁ?ggle i K1817-15 PST-027-B111-030619
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.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 Pentadecane, 2,6,10-trimethyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
23.14 2.01 ng 353550 Perylene-di12 23.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 87
2 Hexadecane 226 C16H34 000544-76-3 83
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 80
4 Heptacosane 380 C27H56 000593-49-7 80
5 Pentadecane, 7-methyl- 226 Cl16H34 006165-40-8 72

Abundance Scan 3426 (23.139 min): BM019183.D (-3423) (-) m/z 57.10 100.00%
g7
5000 85
Jﬁz a1 183215 249 283315 351 399 431461 549 22.80 23.00 23.20 23.40
ob A LA AL L 212 249 29315 301 399431461 849 | 7099790 95.20%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #91053: Pentadecane, 2,6,10-trimethyl-
57
5000

22.80 23.00 23.20 23.40
o0 | B m/z 85.10  50.25%

113141 183211239

ol L e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #73967: Hexadecane
57
22.80 23.00 23.20 23.40
5000 85 m/z 43.10 46 .58%
29
o L] A13141169197226
L B e B R e B e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #147095: Eicosane, 7-hexyl- e il ma e
57 22. 80 23. OO 23 20 23 40

m/z 69.10 24 .15%

5000 P
J f13141 182 281
o J 211 252281300337

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.80 23.00 23.20 23.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO031519\

Data File : BM019183.D

Aca On : 15 Mar 2019 13:10

Operator : JU/SJ

ﬁ?ggle i K1817-15 PST-027-B111-030619
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.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 Tetradecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

23.34 2.56 ng 450383 Perylene-d12 23.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 87
2 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 86
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 86
4 Octadecane. 2-methvl- 268 C19H40 001560-88-9 86
5 Heptacosane 380 C27H56 000593-49-7 81

Abundance Scan 3460 (23.339 min): BM019183.D (-3458) (-) m/z 57.10 100.00%

5000

23.00 23.20 23.40 23.60
m/z 71.10 86 .49%

13
ol 141169 206 240 279 323 387416 476 549

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #55007: Tetradecane

F

5000 85
23.00 23.20 23.40 23.60
29 m/z 85.10 59.32%
o 13141169198
R o LI o I o o e o e S R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123100: Pentadecane, 8-heptyl-
_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—r
23.00 23.20 23.40 23.60
5000 m/z 43.10 53.11%

13 210
141169 239267 309

?

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #142113: Heptadecane, 9-octyl- R R SEEaE e S
57 23.00 23.20 23.40 23.60
m/z 69.10 20.88%
5000 85

lf

13
fd 141169197 2?9267294323352

L I S ot LN M

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.00 23.20 23.40 23.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO031519\

Data File : BM019183.D

Aca On : 15 Mar 2019 13:10

Operator : JU/SJ

ﬁ?ggle i K1817-15 PST-027-B111-030619
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.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 Heptacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

23.99 4.12 ng 724079 Perylene-d12 23.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Tetradecane 198 C14H30 000629-59-4 87
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 86
4 Docosane. 5-butvl- 366 C26H54 055282-16-1 86
5 Octadecane 254 C18H38 000593-45-3 83

Abundance Scan 3571 (23.992 min): BM019183.D (-3566) (-) m/z 57.10 100.00%

5000

-

23.60 23.80 24.00 24.20 24.40
m/z 71.10 92.71%

13
. 141169 297 939 281 329357387 430 476 549

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #151555: Heptacosane

2

5000 R EEEREEEEEE R
8 23 60 23. 80 24. OO 24 20 24. 40

m/z 85.10 61.27%

29

{H13141160197205253281300337 380

L O U W N iat i i L.

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #55007: Tetradecane

%

23.60 23.80 24.00 24.20 24.40
m/z 43.10 52 .35%

5000

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123100: Pentadecane, 8-heptyl- T
23.60 23.80 24.00 24.20 24.40
m/z 55.05 23.34%

-

5000

3

10

239267 309
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23 60 23. 80 24. OO 24 20 24. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO031519\

Data File : BM019183.D

Aca On : 15 Mar 2019 13:10

Operator : JU/SJ

ﬁ?ggle i K1817-15 PST-027-B111-030619
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.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 2-Nonadecanone Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
24.19 2.21 ng 388741 Perylene-di12 23.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Nonadecanone 282 C19H380 000629-66-3 78
2 2-Undecanone. 6.10-dimethvl- 198 C13H260 001604-34-8 50
3 2-Heptadecanone 254 C17H340 002922-51-2 43
4 2-Dodecanone 184 C12H240 006175-49-1 43
5 2-Tridecanone 198 C13H260 000593-08-8 43
Abundance Scan 3605 (24.192 min): BM019183.D (-3601) (-) m/z 59.05 100.00%
59
5000 ~a~ﬁ_w_,-_~«/\\N,,~‘~,~w~_m_
o1 00 g1 23.80 24.00 24,20 24.40 24.60
422 : : : : :
I 201 ) 3233%8 46149 549 | nyz 71.10  77.52%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107622: 2-Nonadecanone
58
5000 PR DR
23. 80 24. oo 24. 20 24 40 24. 60
0% | m/z 58.10 75.85%
L2 127 180 222 282
m/z--> 6 55 60 150 200 250 300 3éo 400 4%0 560 séo
Abundance #54940: 2-Undecanone, 6,10-dimethyl-
48
71 23.80 24.00 24.20 24.40 24.60
5000 m/z 43.00 61.11%
180
\109140
Ol e U
miz--> 0 55 160 1%0 200 250 300 3éo 400 4%0 560 séo
Abundance #91007: 2-Heptadecanone I Eam e e AR R
43 23.80 24.00 24.20 24.40 24.60
m/z 57.10 38.70%
5000 7
0 15ﬂ‘ Jd 111 152 196225254
m/z--> 6 55 160 1%0 200 250 300 3éo 400 4%0 560 séo 2380 2400 2420 2440 2460
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_M\DATA\BM031519\

Data File : BM019183.D

Acq On : 15 Mar 2019 13:10

Operator : JU/SJ

3?22'6 i K1817-15 PST-027-B111-030619
ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM031119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown7 .19 7.19 76.0 ng 5821700 1 7.65 1531420 20.0
n-Hexadecanoic acid 17.96 6.8 ng 1373380 4 17.06 4022610 20.0
Octadecanoic acid 19.24 2.3 ng 503487 5 21.26 4355630 20.0
Cyclotetradecane 20.96 8.0 ng 1749580 5 21.26 4355630 20.0
E-15-Heptadecenal 21.85 9.6 ng 2082100 5 21.26 4355630 20.0
Pentadecane, 8-he... 22.29 2.1 ng 460480 5 21.26 4355630 20.0
Heneicosane 22.79 3.6 ng 640449 6 23.50 3518100 20.0
3-Eicosene, (E)- 22 .84 18.9 ng 3330910 6 23.50 3518100 20.0
2-Heptacosanone 22 .93 3.0 ng 524603 6 23.50 3518100 20.0
Pentadecane, 2,6,... 23.14 2.0 ng 353550 6 23.50 3518100 20.0
Tetradecane 23.34 2.6 ng 450383 6 23.50 3518100 20.0
Heptacosane 23.99 4.1 ng 724079 6 23.50 3518100 20.0
2-Nonadecanone 24_19 2.2 ng 388741 6 23.50 3518100 20.0
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