LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM022719\
Data File : BM018953.D

Aca On : 27 Feb 2019 17:21

Operator : JU/SJ

Sample : K1627-04

Misc :

ALS Vial : 8 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-BM021119.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 5.287 367 374 393 rBVY 3677562 5702748 55.25% 7.487%
2 6.869 635 643 665 rBY 4081456 6615580 64.10% 8.685%
3 7.228 696 704 718 rBVY 4063988 6576554 63.72% 8.634%
4 7.693 776 783 790 rBV 848887 1364186 13.22% 1.791%
5 8.004 825 836 848 rBVY 2650953 4300272 41.66% 5.646%
6 8.857 974 981 998 rBVY 2285487 3927360 38.05% 5.156%
7 10.481 1250 1257 1272 rBV 1166553 2032617 19.69% 2.668%
8 12.957 1670 1678 1692 rBVY 5088779 7351153 71.22% 9.651%
9 13.804 1815 1822 1835 rBV 344227 536028 5.19% 0.704%
10 14.339 1907 1913 1929 rVB2 1779408 2826425 27 .38% 3.711%

11 15.839 2162 2168 2187 rBV 5534887 7624318 73.87% 10.009%
12 17.098 2376 2382 2387 rBV2 2323109 3381569 32.76% 4_.439%
13 17.857 2505 2511 2518 rBV2 113868 185935 1.80% 0.244%
14 17.986 2527 2533 2544 rBV 817436 1249716 12.11% 1.641%
15 19.145 2724 2730 2737 rBV3 75427 179357 1.74% 0.235%

16 19.268 2747 2751 2759 rBv2 178103 273517 2.65% 0.359%
17 19.409 2771 2775 2781 rBV 431758 481516 4.67% 0.632%
18 19.727 2824 2829 2835 rBV 8427862 10321521 100.00% 13.550%
19 20.992 3040 3044 3052 rBV 439241 600631 5.82% 0.789%
20 21.292 3090 3095 3100 rBV 3438676 4241259 41.09% 5.568%

21 21.427 3115 3118 3125 rBV3 109305 141880 1.37% 0.186%
22 21.856 3189 3191 3196 rBV3 128926 164849 1.60% 0.216%
23 22.321 3268 3270 3276 rVB2 190134 243351 2.36% 0.319%
24 22.450 3287 3292 3298 rVB 1462614 1903945 18.45% 2.500%
25 22.827 3353 3356 3360 rVB 176290 235386 2.28% 0.309%

26 23.544 3471 3478 3486 rVB 2023799 3709390 35.94% 4._.870%

Sum of corrected areas: 76171063
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM022719\
Data File : BM018953.D

Aca On : 27 Feb 2019 17:21

Operator : JU/SJ

Sample : K1627-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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: BM018953.D
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Abundance TIC: BM018953.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM022719\
Data File : BM018953.D

Aca On : 27 Feb 2019 17:21

Operator : JU/SJ

Sample : K1627-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 unknown7.23 Concentration Rank 1

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

7.23 96.42 ng 6576550 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
4 Xenon 132 Xe 007440-63-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 704 (7.228 min): BM018953.D (-696) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 AR RIS SR IS
40.0 54.0 J 6.80 7.00 7.20 7.40 7.60
B2 T | m/z 68.10 49.92%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl
57.0 132.0
74.0
5000 98.0 116.0 R S I
6.80 7.00 7.20 7.40 7.60
m/z 134.00 32.92%
158.0 189.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0
6.80 7.00 7.20 7.40 7.60
5000 m/z 66.10 31.13%
N ""I l?lﬁq ﬂ'7ﬂf)ﬁl8§'o"‘l"" S AL AL UL SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13917: Benzene, 1,2,4-trifluoro- T BT R
132.0 6.80 7.00 7.20 7.40 7.60
m/z 69.10 20.37%
5000 630 810
31.0 112.0
Ty ﬁ?P‘ L '«I"lQQQ‘”'b'I AL P S S R L L IR
m/z--> 20 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM022719\
Data File : BM018953.D

Aca On : 27 Feb 2019 17:21

Operator : JU/SJ

Sample : K1627-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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

73.0

43.0
L B B L B B i B
17.60 17.80 18.00 18.20 18.40
5000 129.0 m/z 57.10 53.81%

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

Peak Number 3 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.99 7.39 ng 1249720 Phenanthrene-d10 17.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Tridecanoic acid 214 C13H2602 000638-53-9 60
4 Hexadecane 226 C16H34 000544-76-3 18
5 Dodecane 170 C12H26 000112-40-3 18
Abundance Scan 2534 (17.992 min): BM018953.D (-2527) (-) m/z 73.00 100.00%
73.0
5000
129.1
97.1 2131 DN IR AR SRR B
157.1 1851 256.2 2809 17.60 17.80 18.00 18.20 18.40
: m/z 60.00 72.37%
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 280
Abundance #92226: n-Hexadecanoic acid
43.0 730
5000 AR R AR B
ﬂmﬂmmmmmmm
129.0 m/z 43.10 57 .38%
256.0
|‘ i 9r.0 157.0 1850 2130
m/z--> ﬁdllxolleo 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid

%

Abundance #65565: Tridecanoic acid e e
73.0 17.60 17.80 18.00 18.20 18.40
43.0 m/z 41.05 50.27%
5000 129.0
171.0
i .
| ‘\ H\ H‘\‘ h ‘ H“ m‘ \HI ol ng) ‘ ‘ | |
TT T TT TTTT TTTT TTTT TTTT TTTT TTTT TTTT TT _r'_'_'_'—l_'_'_'_'—r'_'_'_'—l_'_'_'_'—r'_r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM022719\
Data File : BM018953.D

Aca On : 27 Feb 2019 17:21

Operator : JU/SJ

Sample : K1627-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 4 Butyl citrate Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
19.41 2.27 ng 481516 Chrysene-di12 21.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl citrate 360 C18H3207 000077-94-1 91
2 Tributvl acetvicitrate 402 C20H3408 000077-90-7 64
3 Hexanedioic acid. bis(2-methvlpr... 258 C14H2604 000141-04-8 56
4 Butanedioic acid. 2.3-dimethvl-.... 258 C14H2604 056051-57-1 50
5 Resorufin 213 C12H7NO03 000635-78-9 35

Abundance Scan 2775 (19.409 min): BM018953.D (-2771) (-) m/z 185.00 100.00%
5000
57.1 a
|18ml 156.9 | o130 259.1 3410 19.00 19.20 19.40 19.60 19.80
O A e B e S R A B m/z 129.00 82.73%
m/z--> 50 100 150 200 250 300 350
Abundance #144807: Butyl citrate
186.0
129.0
5000
19.00 19.20 19.40 19.60 19.80
41.0 259.0 m/z 57.10 27 .32%
P L[ 870 | 1570 | 2130 | 70 361.0
m/z--> 50 100 150 200 250 300 350
Abundance #156883: Tributyl acetylcitrate
185.0
20 oo 19100 10120 10140 10,60 1080,
5000 ' 259.0 m/z 41.10 20.73%
‘ 157.0
15'0J‘ \‘ L, 8Z'OJ b [ 11 | 2‘1?\-0 Nl 301-032\9'0
m/z--> 50 100 150 200 250 300 350
Abundance #93159: Hexanedioic acid, bis(2-methylpropyl) ester T T
129.0 19.00 19.20 19.40 19.60 19.80
m/z 111.00 14 .39%
185.0
5000 57.0
29.0 101.
156.0
”thw‘“'w AT' SN 2 Tt NN NSRRI
m/z--> 50 100 150 200 250 300 350 19.00 19.20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM022719\
Data File : BM018953.D

Aca On : 27 Feb 2019 17:21

Operator : JU/SJ

Sample : K1627-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 Cyclotetradecane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
20009 2.83ng 600631  Chrysene-di2 21.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Cvclotetradecane 196 ClaH28 000295-17-0 94
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 91

074339-53-0 91
000400-57-7 91
1000216-79-3 91

pentadecvl... 372 C17H31CI302
n-octad... 466 C22H37F702
n-penta... 424 C19H31F702

3 Trichloroacetic acid.
4 Heptafluorobutvric acid.
5 Heptafluorobutyric acid,

Abundance Scan 3044 (20.992 min): BM018953.D (-3040) (-) m/z 57.10 100.00%
57.1
- Jﬂ__~ﬂ~wm,hNﬂwJ&ga_,Jx,ﬁﬂv,j\w
20.60 20.80 21.00 21.20 21.40
195.2 281.0 : : : : :
O SN 238.9 3250 451 "m/z 83.10 92.47%
m/z--> 50 100 150 200 250 300 350 400
Abundance #53619: Cyclotetradecane
55.0
5000 970 TT T T TTT T [TTTT TTT T
20 60 20. 80 21. OO 21 20 21. 40
m/z 69.10 89.54%
ao | J | ) | 00, 190
R, Her—t 7
m/z--> 50 100 150 200 250 300 350 400
Abundance #106400: 3-Eicosene, (E)-
57.0
R i e I
97.0 20.60 20.80 21.00 21.20 21.40
5000 m/z 55.10 80.61%
25,J0{ J } J l 1390 1820 2240 2800
e B L e o L B B B R e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #148859: Trichloroacetic acid, pentadecy! ester AR R R
43.0 20.60 20.80 21.00 21.20 21.40
83.0 m/z 43.10 80.19%
5000
J t125.0
T e e
m/z--> 50 100 150 200 250 300 350 400 20 60 20. 80 21. OO 21 20 21. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM022719\
Data File : BM018953.D

Aca On : 27 Feb 2019 17:21

Operator : JU/SJ

Sample : K1627-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 2,6,10,14,18,22-Tetracosahe... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
22.45 10.27 ng 1903950 Perylene-d12 23.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 84
2 2.6.10.14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 83
3 4.9.13.17-Tetramethvl-4.8.12.16-. 316 C22H360 056882-09-8 83
4 7.11-Dimethvldodeca-2.6.10- trlen--- 208 C14H240 125529-10-4 72
5 2,6,10-Dodecatrien-1-ol, 3,7,11-... 222 C15H260 004602-84-0 64
Abundance Scan 3292 (22.450 min): BM018953.D (-3287) (-) m/z 69.10 100.00%
69.1
5000
137.1 22,20 22.40 2260 22.80
ol J, J.ll,u.#.ﬂ.n,...????.. 2810 8411 4104 4611 | 7z 81.05  45.36%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #158521: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23...
64.0
5000 LRI UGN BRI BUULILE U

22. 20 22. 40 22. 60 22. 80
m/z 41.05 16.75%

137.0
209, Wi lilld 4 191023102730 3410 4100
s e e B e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #133939: 2,6,10,14-Hexadecatetraenoic acid, 3,7,11,15-tetr...
69.0

22.20 22. 40 22. 60 22.80

5000 m/z 68.05 12.20%
136.0
24 Ll
BETUITII N LT ROk —
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #126274: 4,9,13,17-Tetramethyl-4,8,12,16-octadecatetraenal R e S A RAREN R

22.20 22.40 22.60 22.80
m/z 95.10 11.14%

137.0
1920 247.0  316.0

m/z--> 0 50 100 150 200 250 300 350 400 450 22. 20 22. 40 22. 60 22. 80

5000

29.
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM022719\
Data File : BM018953.D

Acq On : 27 Feb 2019 17:21

Operator : JU/SJ

Sample : K1627-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.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 .23 7.23 96.4 ng 6576550 1 7.69 1364190 20.0
n-Hexadecanoic acid 17.99 7.4 ng 1249720 4 17.10 3381570 20.0
Butyl citrate 19.41 2.3 ng 481516 5 21.29 4241260 20.0
Cyclotetradecane 20.99 2.8 ng 600631 5 21.29 4241260 20.0
2,6,10,14,18,22-T... 22.45 10.3 ng 1903950 6 23.54 3709390 20.0
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