LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF041320\

Data File : BF119920.D

Aca On : 13 Apr 2020 17:40 Instrument :
Operator : MA/SJ BNA_F

Sample - L2223-01 ClientSampleld :
Misc - FK-BPM-03-015-ABCD
ALS Vial : 10 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 F\METHODS\8270-BF040820 .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 4.934 479 484 493 rVB 293758 368328 7.23% 0.895%
2 5.346 549 554 557 rBY 3936001 3904586 76.62% 9.486%
3 6.369 723 728 731 rBVY 3648765 3894069 76.42% 9.460%
4 6.569 758 762 772 rBV 151889 144906 2.84% 0.352%
5 6.740 787 791 794 rBVY 1477566 1291262 25.34% 3.137%
6 6.892 813 817 821 rBVY 3541574 3141684 61.65% 7.632%
7 7.298 881 886 889 rBVY 2469786 2608251 51.18% 6.337%
8 8.022 1004 1009 1012 rBV 1914647 1713233 33.62% 4.162%
9 9.104 1187 1193 1196 rBvV 4705142 4702089 92.27% 11.423%
10 9.498 1255 1260 1263 rBV 817637 671060 13.17% 1.630%

11 9.781 1302 1308 1311 rBV 2211277 2026619 39.77% 4.923%
12 10.569 1436 1442 1445 rBV 3554099 3248992 63.76% 7.893%
13 11.263 1555 1560 1564 rBV 2522976 2156596 42.32% 5.239%
14 11.798 1646 1651 1665 rBV 511972 560720 11.00% 1.362%
15 12.586 1781 1785 1797 rBV 330419 337700 6.63% 0.820%

16 12.857 1826 1831 1834 rBV 5145192 5095735 100.00% 12.380%
17 13.763 1981 1985 1999 rBV 324002 593039 11.64% 1.441%
18 13.904 2005 2009 2013 rVB 2340113 2020498 39.65% 4._.909%

19 14.386 2087 2091 2093 rBV 71941 66526 1.31% 0.162%
20 14.686 2139 2142 2146 rVB 75628 75274 1.48% 0.183%
21 15.010 2193 2197 2201 rBV 87005 98516 1.93% 0.239%
22 15.333 2246 2252 2256 rBV 1626433 1975969 38.78% 4 _800%
23 15.368 2256 2258 2267 rVB 77954 92096 1.81% 0.224%
24 15.786 2324 2329 2335 rBV 62915 93149 1.83% 0.226%

25 15.862 2336 2342 2347 rBVS 43298 114979 2.26% 0.279%
26 16.268 2406 2411 2417 rVB4 35523 62060 1.22% 0.151%
27 18.080 2711 2719 2730 rBv4 28473 104388 2.05% 0.254%

Sum of corrected areas: 41162324
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF041320\

Data File : BF119920.D

Aca On : 13 Apr 2020 17:40

Operator : MA/SJ

ﬁ?ggle i L2223-01 FK-BPM-03-015-ABCD
ALS Vial : 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF040820.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance
5000000

4000000

3000000

2000000
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TIC: BF119920.D
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0
Time-->
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF041320\

Data File : BF119920.D

Aca On : 13 Apr 2020 17:40

Operator : MA/SJ

ﬁ?ggle i L2223-01 FK-BPM-03-015-ABCD
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.93 5.70 ng 368328 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 10
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 483 (4.928 min): BF119920.D (-479) (-) m/z 42.95 100.00%
43
59
5000
R AR RARAN RARANRRARS
o1 | o Hl)l 460 4.80 500 5.20
Ot e m/z 59.00 62.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L UL UL R
59 460 480 500 520
m/z 58.00 14 .96%
o Nl 83 g3 10!
A IR NI L AR IR IR LA RN S SRS RN SARSS SRR AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 5.00 520
5000 41 m/z 101.00 14 .55%
31
69 87
ol 15 51 98
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester EAm s e
50 4.60 4.80 5.00 5.20
m/z 40.95 8.92%
5000 41
68
0 50, 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF041320\

Data File : BF119920.D

Aca On : 13 Apr 2020 17:40

Operator : MA/SJ

ﬁ?ggle i L2223-01 FK-BPM-03-015-ABCD
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 6

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

6.57 2.24 ng 144906 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 83
2 Diethvl carbitol 162 C8H1803 000112-36-7 72
3 Ethanol. 2-(2-methoxvethoxv)- 120 C5H1203 000111-77-3 50
4 2-Propanol. 1-(l-methvlethoxv)- 118 C6H1402 003944-36-3 38
5 Propanoic acid, 2-(methoxymethoxy)- 134 C5H1004 081327-29-9 36

Abundance Scan 762 (6.569 min): BF119920.D (-758) (-) m/z 45.00 100.00%
45
5000 5o
2 6.20 6.40 6.60 6.80 7.00
104 : : : :
0 ..,....,....,....,-.'!:.,....l~....,I'.'..,...5.‘,9....,.~=..,....,....,....,.. m/z 59.00 35.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15098: Ethanol, 2-(2-ethoxyethoxy)-
45
5000
31 59 6.20 6.40 6.60 6.80 7.00
72 m/z 72.00 17.05%
0 19 M‘ lil, | |, g9 104 116 135
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
45
620 640 6.60 6.80 7.00
5000 59 72 m/z 43.00 12.80%
31
o 15 89 103 116
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9256: Ethanol, 2-(2-methoxyethoxy)- s B R
45 6.20 6.40 6.60 6.80 7.00

m/z 73.00 11.07%

5000 59
90

29
15 75
| uH ‘ 68 | | 102

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF041320\

Data File : BF119920.D

Aca On : 13 Apr 2020 17:40

Operator : MA/SJ

ﬁ?ggle i L2223-01 FK-BPM-03-015-ABCD
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.80 5.20 ng 560720 Phenanthrene-d10 11.26
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 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 70
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 62
Abundance Scan 1651 (11.798 min): BF119920.D (-1646) (-) m/z 60.00 100.00%
60 73
5000
129
97 T T T
Tﬂ' 15 | 13157171185,16070% 0 o 11,40 11,60 11.80 12.00 12.20
(o} m/z 42.95 98.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 AR AR AU
11. 40 11. 60 11. 80 12. oo 12 20
m/z 56.95 88.75%

213
‘J‘H' 143 157171185 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73

11. 40 11. 60 11. 80 12. 00 12 20

5000 129 m/z 73.00 88.37%
29 g7
115 @ 143 199 242
101 157171185
oL 15 213226

LN B s e AR RARRRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid

43 60 73 11.40 11.60 11.80 12.00 12.20

m/z 55.00 74 .75%

5000 129
29
15 L#“ 143157

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF041320\

Data File : BF119920.D

Aca On : 13 Apr 2020 17:40

Operator : MA/SJ

ﬁ?ggle i L2223-01 FK-BPM-03-015-ABCD
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 5
R.T. EstConc Area Relative to ISTD R.T.

12.59 3.34 ng 337700 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 80
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64

Abundance Scan 1786 (12.592 min): BF119920.D (-1781) (-) m/z 43.00 100.00%

3 73
5000

12120 12,40 12,60 12.60 13.00
o’ m/z 57.05 91.71%

m/z--> 50 100 150 200 250 300 350
Abundance #131258: Octadecanoic acid
43 73
129

12.20 12.40 12.60 12.80 13.00

H o7 185 a1 m/z 73.00 91.57%
0 |15| I "“I H“ u‘h\ M\ ol 157\ “. \|2}3| L .“ |‘2|6|5 .“. T
m/z--> 50 100 150 200 250 300 350
Abundance
60
I BERR RS ST L
41 12.20 12.40 12.60 12.80 13.00
5000 129 m/z 60.00 91.54%
83
157 213 256
102 185
o T Y N S L
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43 12.20 12.40 12.60 12.80 13.00

m/z 55.00 82.29%

73
5000 284
129
185 713 241
m Im \ 57 1 S ST oes | 31 372

ot T L R

m/z--> 50 1 150 200 250 300 350 12 20 12. 40 12 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF041320\

Data File : BF119920.D

Aca On : 13 Apr 2020 17:40

Operator : MA/SJ

ﬁ?ggle i L2223-01 FK-BPM-03-015-ABCD
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 Heptadecyl trifluoroacetate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.76 5.87 ng 593039 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 94
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
3 1-Heptacosanol 396 C27H560 002004-39-9 91
4 n-Tetracosanol-1 354 C24H500 000506-51-4 91
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 91
Abundance Scan 1985 (13.763 min): BF119920.D (-1981) (-) m/z 57.00 100.00%
57
83
5000
l 111
—v-|—v—v—v—v—|—v—v—v—v—|—v—v—v—v—|—v—v—v—v—|—r
139 13.40 13.60 13.80 14.00
o, “ 08 208 248 A1 m/z 55.00 87.57%
m/z--> 50 15 200 250 300 350 400
Abundance #185169: Heptadecy! trifluoroacetate
57
5000 RV A SN
13,40 13.60 13.80 14.00
29 125 m/z 43.00 79 .50%
0 \‘ 1l \‘ H‘ ‘\ \ ‘\ I154 182 210 238 283 334
m/z--> 50 200 250 300 350 400
Abundance
57
I I I

83 13.40 13.60 13.80 14.00
5000 m/z 83.05 64 .24%
111
= 169
o 139 210 238 283 434
B L me e
m/z--> 50 100 150 200 250 300 350 400
Abundance #210517: 1-Heptacosanol
57 7 13.40 13.60 13.80 14.00
m/z 69.00 57.12%
5000
125
o 231 ‘ | | L A1?3\181 209 236 264 292 320 350 378
lll|llll|l T lll|llll|llll|llll|llll —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 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF041320\

Data File : BF119920.D

Acq On : 13 Apr 2020 17:40

Operator : MA/SJ

3?22'6 i L2223-01 FK-BPM-03-015-ABCD
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.93 5.7 ng 368328 1 6.74 1291260 20.0
Ethanol, 2-(2-eth... 6.57 2.2 ng 144906 1 6.74 1291260 20.0
n-Hexadecanoic acid 11.80 5.2 ng 560720 4 11.26 2156600 20.0
Octadecanoic acid 12.59 3.3 ng 337700 5 13.90 2020500 20.0
Heptadecyl triflu... 13.76 5.9 ng 593039 5 13.90 2020500 20.0
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