LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082319\
Data File : BF116490.D
Aca On : 23 Aug 2019 21:12 Instrument :
Operator : HP/JU E?Afs el

- _ lentosampleld :
3?22'6 : K4330-05 0649-ELUTRIATE-COMP-C
ALS Vial : 12 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-BF082319.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 2.216 12 22 26 rVvB 5516108 8485617 52.67% 16.115%
2 5.498 575 580 584 rBY 1649354 1485163 9.22% 2.820%
3 5.545 584 588 601 rVB 286524 615429 3.82% 1.169%
4 6.492 745 749 763 rBV 296641 408184 2.53% 0.775%
5 6.651 771 776 779 rBV 1652317 1709724 10.61% 3.247%
6 6.692 779 783 811 rVB2 807227 2964442 18.40% 5.630%
7 6.881 811 815 819 rBV 916360 733699 4 _.55% 1.393%
8 7.039 838 842 845 rBVY 3093778 2688467 16.69% 5.106%
9 7.439 904 910 913 rBVY 2250775 2088900 12.97% 3.967%
10 7.616 930 940 942 rBVY 8014032 16109741 100.00% 30.594%

11 8.063 1012 1016 1020 rBV 689764 616794 3.83% 1.171%
12 8.163 1029 1033 1037 rVB 1080755 903529 5.61% 1.716%
13 8.434 1076 1079 1082 rVB 300078 229128 1.42% 0.435%
14 9.122 1192 1196 1204 rBV 169207 168231 1.04% 0.319%
15 9.233 1210 1215 1219 rBV 3839042 3855435 23.93% 7.322%

16 9.622 1278 1281 1284 rBV 264480 204006 1.27% 0.387%
17 9.910 1326 1330 1334 rVB 1150435 1000125 6.21% 1.899%
18 10.698 1459 1464 1467 rBV 2236302 2021429 12.55% 3.839%
19 11.392 1578 1582 1586 rBV 1111788 894251 5.55% 1.698%
20 11.922 1667 1672 1679 rBV 445921 467494 2.90% 0.888%

21 12.710 1802 1806 1818 rBV 236876 290859 1.81% 0.552%
22 12.980 1847 1852 1855 rBV 3343317 3021613 18.76% 5.738%
23 13.874 2000 2004 2014 rBV 365149 357321 2.22% 0.679%
24 14.021 2024 2029 2033 rBV2 710251 729820 4_.53% 1.386%
25 15.486 2273 2278 2283 rBV 506220 606962 3.77% 1.153%

Sum of corrected areas: 52656363
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082319\

Data File : BF116490.D

Aca On : 23 Aug 2019 21:12

Operator : HP/JU

ﬁ?ggle : K4330-05 0649-ELUTRIATE-COMP-C
ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance -
8000000 TIC: BF116490.D

6000000 299

4000000

7.04

2000000 550

0 T T T I T T T T I T T T T I T T T T I T T T T I T T T T T T T T I T T T T I

I
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance -
8000000 TIC: BF116490.D

6000000

4000000 9.23
12.98

10.70
2000000

8.06
8.43 9.62 A A 11.92 12.71
o— ,mj.. A %&j A -

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance -
8000000 TIC: BF116490.D

6000000

4000000

2000000

14.02
13.87 15.49

01—
Time--> 13.50

! 1
14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

I
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082319\

Data File : BF116490.D

Aca On : 23 Aug 2019 21:12

Operator : HP/JU

ﬁ?ggle : K4330-05 0649-ELUTRIATE-COMP-C
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Butane, 2-methoxy-2-methyl- Concentration Rank 2

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

2.22 231.31 ng 8485620 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 22
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12

Abundance Scan 23 (2.222 min): BF116490.D (-12) (-) m/z 73.05 100.00%
73
5000
43 - 87
| - 2.20 2.30 2.40 2.50 2.60
e e 0o e e 0L e m/z 43.05  32.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000
43 9 2.20 2.30 2.40 2.50 2.60
- 87 m/z 87.10 27 .52%
"'w"'l'“hw‘?ﬁhhj"w“"ﬁ%"ﬂ'“'|"”|"'}Q%"l“"l'“'l"“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87
2.20 2.30 2.40 2.50 2.60
5000 a1 55 m/z 55.05 23.64%
29 ‘
...,....,..ﬂﬂp...jﬁ.k.,.ulah.??.ﬂ.l.?Q..:,..??,....}%?..,..??P”..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1877: Acetamide, N-ethyl-
30 2.20 2.30 2.40 2.50 2.60
m/z 71.10 11.38%
5000 43 87
15 72
”W'LW”JH““fL”?%E%'“J“'P“H'”W”'W””I““I“”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082319\

Data File : BF116490.D

Aca On : 23 Aug 2019 21:12

Operator : HP/JU

ﬁ?ggle : K4330-05 0649-ELUTRIATE-COMP-C
ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319.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 unknown6.65 Concentration Rank 5

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

6.65 46.61 ng 1709720 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 776 (6.651 min): BF116490.D (-771) (-) m/z 132.00 100.00%
5000 68 }L\
40 %6 " 640 6.60 6.80 7.00
54 : : : :
[ & | Weus .~ m/z 68.10 40.52%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U UL U L
6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 33.78%
'J'%I!J!'I'!"I""I""I""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 " 640 6.60 6.80 7.00
5000 gg 116 m/z 66.00 26.69%
N ...,....,.?% .,m97.hq. A 158 ..,.1§?.
m/z--> 40 60 80 100 120 140 160 180
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine R ERRSERmEms T
132 6.40 6.60 6.80 7.00
o7 m/z 69.10 16.53%
5000 20 A/\\\\
31 52
. 61 | , 8 | 106116 |
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082319\

Data File : BF116490.D

Aca On : 23 Aug 2019 21:12

Operator : HP/JU

ﬁ?ggle : K4330-05 0649-ELUTRIATE-COMP-C
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 3 unknown6.69 Concentration Rank 3

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

6.69 80.81 ng 2964440 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 Amphetaminil 250 C17H18N2 017590-01-1 10
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 783 (6.692 min): BF116490.D (-779) (-) m/z 132.00 100.00%
132
5000 68 ﬂf\\
99
42 g, o 640 6.60 6.80 7.00
i Lt B m/z 68.10 43.66%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 L L L L

6.40 6.60 6.80 7.00
3 105 m/z 99.10 34 .89%

3 44 0
60 |
e L
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #102556: Amphetaminil
132

6.40 6.60 6.80 7.00

5000 m/z 134.00 32.11%
91 105
39 51 65 77 | | 117 | 146159 178 208 222
s B L B
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #52379: Tranylcypromine-propionyl R R e
57 132 6.40 6.60 680 700

m/z 66.00 30.30%

74
5000 9g 116 AJ\\\_
L h\ Ll ‘\ A 158 189

m/z--> 40 0 100 120 140 160 180 200 220 6.40 660 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082319\

Data File : BF116490.D

Aca On : 23 Aug 2019 21:12

Operator : HP/JU

ﬁ?ggle : K4330-05 0649-ELUTRIATE-COMP-C
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Triethyl phosphate Concentration Rank 1

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

7.62 356.60 ng 16109700 Naphthalene-d8 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl phosphate 182 C6H1504P 000078-40-0 96
2 Phosphoric acid. diethvl octvl e... 266 C12H2704P 1000308-90-4 50
3 Butvl diethvl phosphate 210 C8H1904P 1000298-58-0 39
4 Diethvl isopropvlidenemalonate 200 C10H1604 006802-75-1 36
5 Phosphoric acid, diethyl pentyl ... 224 C9H2104P 020195-08-8 36

Abundance Scan 941 (7.622 min): BF116490.D (-930) (-) m/z 155.00 100.00%
185
99
5000 127
81
[rerrprrTry T T T T T T T
m1 139 7.20 7.40 7.60 7.80 8.00
45 65 F 182
...,....,.'...,.~...,|'..'.. A e 9900 68, 70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #47438: Triethyl phosphate
99
155
127
5000 81 S IR I R
29 7.20 7.40 7.60 7.80 8.00
45 ‘ 1’11 - m/z 127.00 49.65%
65
Bl ”Jlllllllllllll 1 L..J%. e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #115154: Phosphoric acid, diethyl octyl ester
1585
99 720 7.40 7.60 7.80 8.00
5000 127 m/z 109.00 30.42%
41
29 - 55 g9 81 111 | 141 | 167 182 209 223
m/z--> 20 45 60 80 100 120 140 160 180 200 220
Abundance #69823: Buty! diethyl phosphate T BRa s
99 7.20 7.40 7.60 7.80 8.00
127 155 m/z 81.00 27 .31%
5000
81
S O I o s G R
m/z--> 20 40 6|0 80 100 120 140 160 180 200 220 720 7.0 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082319\

Data File : BF116490.D

Aca On : 23 Aug 2019 21:12

Operator : HP/JU

ﬁ?ggle : K4330-05 0649-ELUTRIATE-COMP-C
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 6

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

8.06 13.65 ng 616794 Naphthalene-d8 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-butoxvethoxv)- 162 C8H1803 000112-34-5 90
2 Ethanol. 1-(2-butoxvethoxv)- 162 C8H1803 054446-78-5 83
3 Ethvlene alvcol monoisobutvl ether 118 C6H1402 004439-24-1 64
4 Di-sec-butvl ether 130 C8H180 006863-58-7 50
5 Methoxyacetic acid, 2-butyl ester 146 C7H1403 070159-90-9 50

Abundance Scan 1016 (8.063 min): BF116490.D (-1012) (-) m/z 57.10 100.00%
45 g7

5000

7.80 8.00 8.20 8.40
m/z 45.00 99 .55%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #32654: Ethanol, 2-(2-butoxyethoxy)-
45

57

5000 29 LA L L L L B L
7.80 8.00 8.20 8.40

. m/z 41.10 38.73%

1.9 | | LIl 100 119 132 144 163
AN LERANERRRaRa Lnn s
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #32653: Ethanol, 1-(2-butoxyethoxy)-
45 57
R e e e R
7.80 8.00 8.20 8.40
5000 m/z 75.00 21.95%
29 75
100

87
i

\J\ ‘M iy ‘M‘ | 119 132 144 163

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #8872: Ethylene glycol monoisobutyl ether E e R

57 7.80 8.00 8.20 8.40
45 m/z 56.10 16.50%

5000
29 75
87
]78 “‘\ \‘m i L 100

e e e e e e e e e e e R ARREANEE AR

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082319\

Data File : BF116490.D

Aca On : 23 Aug 2019 21:12

Operator : HP/JU

ﬁ?ggle : K4330-05 0649-ELUTRIATE-COMP-C
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 7 Benzothiazole Concentration Rank 10

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

8.43 5.07 ng 229128 Naphthalene-d8 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzothiazole 135 C7H5NS 000095-16-9 97
2 1.2-Benzisothiazole 135 C7H5NS 000272-16-2 90
3 3-Allvlbenzothiazolium bromide 255 CI10H10BrNS 016407-55-9 78
4 1H-Indole. 5-fluoro- 135 C8H6FN 000399-52-0 64
5 Adenine 135 C5H5N5 000073-24-5 59

Abundance Scan 1078 (8.428 min): BF116490.D (-1076) (-) m/z 135.00 100.00%
35
5000 108
69 |“'Aw"w"“|'“'|“'
45 58 82 g1 8.00 820 840 860 8.80
e m/z 108.00 36.80%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15455: Benzothiazole
135
5000 SRS R S
108 8.00 820 8.40 8.60 8.80
69 m/z 69.00 22.05%
45 58 | 82 91
|||||2|7||"|'|I|'|I|I|'||||||'|i|I|||||'|||||||'||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15459: 1,2-Benzisothiazole
135
8.00 8.20 8.40 8.60 8.80
5000 m/z 82.00 11.94%
108
91
4584 | 8 L
T N A D" "N R T
Abundance #106063: 3-Allyloenzothiazolium bromide T R R,
135 8.00 820 8.40 8.60 8.80
m/z 63.00 10.98%
5000 41
108
69
15 g7 | S 8% M 49 e
m/z--> 2'0 4'0 6|0 8|0 1(')0 12'0 14'10 160 180 8.00 8. I20 840 8. I60 8|80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082319\

Data File : BF116490.D

Aca On : 23 Aug 2019 21:12

Operator : HP/JU

ﬁ?ggle : K4330-05 0649-ELUTRIATE-COMP-C
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 8 2-(2-Butoxyethoxy)acetic acid Concentration Rank 11

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

9.12 3.36 ng 168231 Acenaphthene-d10 9.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-(2-Butoxvethoxv)acetic acid 176 C8H1604 082941-26-2 72
2 2-Pentanol. 4.4-dimethvl- 116 C7H160 006144-93-0 47
3 Ethanol. 2-butoxv- 118 C6H1402 000111-76-2 47
4 Butane. 1-(2-methoxvethoxv)- 132 C7H1602 013343-98-1 38
5 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 38

Abundance Scan 1196 (9.122 min): BF116490.D (-1192) (-) m/z 57.10 100.00%
57
5000 45
n o 8 10 880 9.00 9.20 9.40
..,....,....,..3.6.',:"...,..'I:'!'....,'.-.-.-.,..L'.,.??.;:':..l,l.l...,....1,3.1...,. m/z 45.00 42.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #42936: 2-(2-Butoxyethoxy)acetic acid
57
5000 45 I NARAR SR SRS AR
29 8.80 9.00 9.20 9.40
‘ g7 103 m/z 41.00 34 .36%
ST A Y2 Y Y -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8375: 2-Pentanol, 4,4-dimethyl-
57
8.80 9.00 9.20 9.40
5000 45 m/z 56.10 19.97%
29
15 1 38‘\\‘ [, 79 8\3 1(\)1 114
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8820: Ethanol, 2-butoxy-
57 8.80 9.00 9.20 9.40
m/z 103.00 17.59%
5000 29 45
87
1\5‘ “\‘ 3$\H \‘\ \\7\5 190 118 A
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082319\

Data File : BF116490.D

Aca On : 23 Aug 2019 21:12

Operator : HP/JU

ﬁ?ggle : K4330-05 0649-ELUTRIATE-COMP-C
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 9 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.92 10.46 ng 467494 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 Oxalic acid. allvl hexadecvl ester 354 C21H3804 1000309-24-4 20
5 Oxalic acid, allyl pentadecyl ester 340 C20H3604 1000309-24-3 18
Abundance Scan 1672 (11.922 min): BF116490.D (-1667) (-) m/z 73.00 100.00%
43 g0 73
5000
129
97 L B B B
I ﬂ US| 4315717118506 %13, 0 256 1160 11,80 12.00 12.20
e e m/z 43.05 84 .33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
48 60 73
5000 29 256 AR RARS AR
11.60 11.80 12.00 12.20
213 m/z 60.00 81.18%
L, 143157171185 199
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73
43 11'60 11.80 12.00 12.20
5000 29 129 m/z 57.05 67.70%
’ 15 ok 214
L[ o |0
|||||‘l||‘|‘|‘||“l“‘|‘l‘|‘| Iuhhlm‘l |“=‘l||‘|‘|||‘||=‘|‘ S T |||“| e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73 11.60 11.80 12.00 12.20
m/z 41.05 67 .06%
5000 129
29
199
‘ 193157171185 242
-?ﬁ-‘i--‘i‘ﬁ‘-- L L B B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082319\
Data File : BF116490.D

Aca On : 23 Aug 2019 21:12

Operator : HP/JU

Sample - K4330-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Octadecanoic acid Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.71 7.97 ng 290859 Chrysene-di12 14.03
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 83
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 n-Decanoic acid 172 C10H2002 000334-48-5 62
5 Pentadecanoic acid 242 C15H3002 001002-84-2 53

Abundance Scan 1806 (12.710 min): BF116490.D (-1802) (-) m/z 73.00 100.00%
43 7
5000 129
97 185 241
153 I 213 | 284 12.40 12.60 12.80 13.00
L R T A i N S S — m/z 43.05 83.48%
m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
4B 7
5000 129 AR AR IR RN
1240 12.60 12.80 13.00
97 185 2l s m/z 60.00 75.72%
o157 | 207
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43
73 12.40 12.60 12.80 13.00
5000 284 m/z 57.05 72.11%
129
185
lﬂ T M | s
m/z--> 50 100 150 200 250 300 350
Abundance #84453: Tetradecanoic acid BN R R e
7B 12.40 12.60 12.80 13.00
43 m/z 55.00 64 .48%
5000 129
185 228
i ]
|‘|‘|1|"|‘H| |'H|'h|\'|““|“ﬁ |‘|‘:!-§|§||‘|||| ——— — e
m/z--> 100 150 200 250 300 350 12,40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082319\

Data File : BF116490.D

Aca On : 23 Aug 2019 21:12

Operator : HP/JU

ﬁ?ggle : K4330-05 0649-ELUTRIATE-COMP-C
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 11 1-Heneicosanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.87 9.79 ng 357321 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 l1-Heptacosanol 396 C27H560 002004-39-9 93
3 Behenic alcohol 326 C22H460 000661-19-8 91
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 n-Nonadecanol-1 284 C19H400 001454-84-8 91

Abundance Scan 2003 (13.868 min): BF116490.D (-2000) (-) m/z 57.05 100.00%

a7
5000 111

139 13.60 13.80 14.00 14.20
163 207
b e || M/z 83.05 97.99%

m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
56 83
5000 111 LR AR UM RN SRR
13.60 13.80 14.00 14.20
l m/z 43.05 92.48%
|

29
109 167 196 238 266 204
e o L A e e e e LN e e
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
5[7 97

13 60 13.80 14.00 14.20

5000 m/z 55.00 92.20%
125
29
i e g L h1?3‘181 209 236 264 292 320 350 378
S e e S
miz--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol R R RS A TS
56 83 1360 1380 14.00 14.20

m/z 69.05 87.76%

5000 i
29
‘\ di ‘ \ ‘L L J\ 4167 196 224 252 280 308

m/z--> 50 100 150 200 250 300 350 13 60 13. 80 14. OO 14 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF082319\

Data File : BF116490.D

Acq On : 23 Aug 2019 21:12

Operator : HP/JU

3?22'6 - K4330-05 0649-ELUTRIATE-COMP-C
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF082319_M
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]
Butane, 2-methoxy... 2.22 231.3 ng 8485620 1 6.88 733699 20.0
unknown6 .65 6.65 46.6 ng 1709720 1 6.88 733699 20.0
unknown6 .69 6.69 80.8 ng 2964440 1 6.88 733699 20.0
Triethyl phosphate 7.62 356.6 ng 16109700 2 8.16 903529 20.0
Ethanol, 2-(2-but... 8.06 13.7 ng 616794 2 8.16 903529 20.0
Benzothiazole 8.43 5.1 ng 229128 2 8.16 903529 20.0
2-(2-Butoxyethoxy. .. 9.12 3.4 ng 168231 3 9.91 1000130 20.0
n-Hexadecanoic acid 11.92 10.5 ng 467494 4 11.39 894251 20.0
Octadecanoic acid 12.71 8.0 ng 290859 5 14.03 729820 20.0
1-Heneicosanol 13.87 9.8 ng 357321 5 14.03 729820 20.0
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