LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG012020\

Data File : BG044126.D

Aca On : 21 Jan 2020 10:11 Instrument :
Operator : JU BNA_G
Sample - L1154-03 ClientSampleld :
Misc : B4-15-20

ALS Vial : 25 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 G\METHODS\8270-BG123019.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 5.034 324 331 344 rBV 328499 533304 9.30% 1.602%
2 5.510 404 412 428 rBVY 1500216 2466997 43.02% 7.411%
3 7.102 674 683 701 rBVY 1650438 2971774 51.82% 8.927%
4 7.467 737 745 760 rBVY 1593295 2786039 48.58% 8.369%
5 7.931 816 824 833 rBV 266945 455711 7.95% 1.369%
6 8.254 870 879 887 rBVY 1179583 2072508 36.14% 6.226%
7 9.082 1012 1020 1034 rBV 916549 1713623 29.88% 5.148%
8 10.733 1290 1301 1314 rBV 357200 679247 11.84% 2.040%
9 13.189 1712 1719 1732 rBV 2563556 4112940 71.72% 12.355%
10 13.407 1749 1756 1764 rBvV2 56273 90465 1.58% 0.272%

11 14.018 1854 1860 1865 rBV 101322 167380 2.92% 0.503%
12 14.564 1946 1953 1969 rVB 629588 1034732 18.04% 3.108%
13 16.051 2199 2206 2226 rBV 2077520 3427740 59.77% 10.297%
14 17.308 2414 2420 2433 rBV 763340 1216987 21.22% 3.656%
15 19.923 2859 2865 2875 rBV 4241343 5734862 100.00% 17.227%

16 21.227 3082 3087 3102 rBV 221553 523990 9.14% 1.574%
17 21.556 3136 3143 3153 rBV 725207 1229547 21.44% 3.693%
18 21.767 3175 3179 3189 rVB3 46456 74080 1.29% 0.223%
19 22.355 3275 3279 3285 rBV 68547 115000 2.01% 0.345%
20 23.031 3386 3394 3400 rBV2 83174 164089 2.86% 0.493%

21 23.812 3520 3527 3535 rBV2 80529 178550 3.11% 0.536%
22 24.664 3661 3672 3680 rBV 465737 1307400 22.80% 3.927%

23 25.822 3857 3869 3878 rBv4 52468 163030 2.84% 0.490%
24 27.126 4083 4091 4099 rVB6 21808 69869 1.22% 0.210%

Sum of corrected areas: 33289864
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044126.D

Aca On : 21 Jan 2020 10:11

Operator :© JU

Sample : L1154-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG044126.D
4000000
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2000000

7.10
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8.25
1000000 9.08

5.03 7.03 10.73

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 1000 1050 11. OO 11. 50 12. OO 12. 50
Abundance TIC: BG044126.D
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Abundance TIC: BG044126.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044126.D

Aca On : 21 Jan 2020 10:11

Operator :© JU

Sample : L1154-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.03 23.41 ng 533304 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 1.3-Dioxolane-2-methanol. 2.4-di... 132 C6H1203 053951-43-2 28
3 4-Hvdroxv-3-hexanone 116 C6H1202 004984-85-4 23
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 330 (5.028 min): BG044126.D (-324) (-) m/z 43.10 100.00%
48
59
5000
s 450 40 500 550 540
83 : : : : :
e 08 &t Tn/Z 59.10 . 59.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 IS SRS U RN
460 4.80 5.00 5.20 5.40
m/z 101.10 20.55%
31 101
'“|”'w'“Tﬂ'“f“'w'”'w'“l“'wga'ﬁ?“””'w'”'w'”l“'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
460 4.80 500 520 540
5000 m/z 58.05 16.75%
101
31 58
18 50 || 65 73 80 87 117 130
mm‘mmwwwwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8102: 4—Hydroxy—3—hexanone NG (NI N NI I B B B
59 460 4.80 5.00 5.20 5.40
m/z 41.10 9.35%
5000 31
41
15 ‘ J.. 51 || 69 8087 98 116 A
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 | | 460 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044126.D

Aca On : 21 Jan 2020 10:11

Operator :© JU

Sample : L1154-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 2 unknown7.47 Concentration Rank 1

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

7.47 122.27 ng 2786040 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 746 (7.472 min): BG044126.D (-737) (-) m/z 132.00 100.00%
32
5000 68
40 .5 | 75 103 720 7.40 7.60 7.80
e 8 Gl S e W2 ms W n/z 68.10  39.53%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 HRRLE IR IR UL L
7.20 7.40 7.60 7.80
0
31384451 78 m/z 134.00 34 .10%
”'W'”HPI”JL'W'”lP'“I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
720 7.40 7.60 7.80
5000 m/z 66.10 25.65%
33 44 g7 105
51 60 70 78 g4 115
mz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R R EREEsmas sy
132 7.20 7.40 7.60 7.80
m/z 69.10 15.75%
5000 67
41 97
‘ 53 2 117
sall] | eyl P8 108110 | 104 )
miz--> B o e 7 8 8 160 110 130 10 140 720 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044126.D

Aca On : 21 Jan 2020 10:11

Operator :© JU

Sample : L1154-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 4 1-Heneicosanol Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
21.23 8.52 ng 523990 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Heneicosanol

2 Heptadecvl heptafluorobutvrate
3 1-Heneicosvl formate

4 Trifluoroacetoxy hexadecane

312 C21H440
452 C21H35F702
340 C22H4402
338 C18H33F302

015594-90-8 95
959085-66-6 94
077899-03-7 94
006222-03-3 94

5 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 93

Abundance Scan 3088 (21.233 min): BG044126.D (-3082) (-) m/z 57.10 100.00%
57 g3
5000 111
—v—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—r
l 139 163 207 21.00 21.20 21.40 21.60
At 11,18 (L S VI -~ N— m/z 43.05 93.33%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
55 83
5000 11 e B R e e A
21. OO 21 20 21. 40 21 60
m/z 83.10 83.56%
29 139
DL %30 167 196 oag 266 204
A L i e e
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
83 21.00 21.20 21.40 21.60
5000 m/z 55.10 82.97%
111
29
139 169 515238 g3 434
A an w a  a IBLA a
m/z--> 50 100 150 200 250 300 350 400
Abundance #177132: 1-Heneicosy! formate BAREEEE e
57 83 21.00 21.20 21.40 21.60
m/z 97.10 T77.47%
5000 111
‘J ‘L1?9”167 196 222 266 294 322
IIII|IIII|II IIII|IIIIIIII|IIII|IIII|IIII —v—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—r
m/z--> 50 100 150 200 250 300 350 400 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044126.D

Aca On : 21 Jan 2020 10:11

Operator :© JU

Sample : L1154-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.03 2.67 ng 164089 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Heptadecane 240 C17H36 000629-78-7 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Tetracosane 338 C24H50 000646-31-1 86
Abundance Scan 3394 (23.031 min): BG044126.D (-3386) (-) m/z 57.10 100.00%
57 ﬂ
5000 85
UL 1™ 00 27wz s 5160 2300 230 2340
S 0 N O 0 N s . m/z 71.10 69.83%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 IR AR A A
22. 80 23 00 23. 20 23. 40
m/z 43.10 57 .26%
29 113 141
Sy Ty, 141 169 197 225 253 295 323 367
m/z--> éo 160 1éo 260 2%0 300 3%0
Abundance
57
o ' 22180 23.00 23.20 2340
5000 m/z 85.10 51.95%
29 113
141 169 197 225 253 296
m/z--> éo 160 1%0 260 2%0 360 3%0
Abundance #94346: Heptadecane LI L L L A
57 22.80 23.00 23.20 23.40
m/z 55.05 20.98%
85
5000
29
L. | | l‘J11}34 141 169 197 240
m/z--> 5'0 1(')0 1éo 2(')0 250 3(')0 3&1;0 22. 80 23 00 23. 20 23. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044126.D

Aca On : 21 Jan 2020 10:11

Operator :© JU

Sample : L1154-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.81 2.73 ng 178550 Perylene-d12 24 .66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Eicosane. 2-methvl- 296 C21H44 001560-84-5 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 3527 (23.812 min): BG044126.D (-3520) (-) m/z 57.10 100.00%
g7
1 AWL
5000
113 10 9260 2280 2400 249
141 169 23.40 23.60 23.80 24.00 24.20
A ,|. bt 'I, Ll gma 1P 197 221239 281 886 | ThuoT71.10  76.47%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 NN A SR I
23.40 23.60 23.80 24.00 24.20
m/z 43.10 63.78%
29 ‘ 113 44
\‘ Al h H\ ‘hw h‘ u‘ [ ! 169 197 225 253 296
m/z--> éo 160 1%0 200 250 360 3éo
Abundance
57
23.40 23.60 23.80 24.00 24.20
5000 m/z 85.10 53.07%
85
29
13 141 169 197 253 o1
m/z--> o 'éo' - ﬁdo" "1é0" "260" ' 550" "300" "350
Abundance #129490: Eicosane R e S REERE
57 23.40 23.60 23.80 24.00 24.20
m/z 55.10 23.19%
85
5000
113
2 i Lo | [ ¥ 169 107 225 53 282
m/z--> 5'0 1(')0 150 200 250 300 3&'30 23.'40 23.|60 23.|80 24.'00 24.'20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044126.D

Aca On : 21 Jan 2020 10:11

Operator :© JU

Sample : L1154-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

25.82 2.49 ng 163030 Perylene-d12 24 .66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Dodecane. 2-methvl- 184 C13H28 001560-97-0 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Heneicosane 296 C21H44 000629-94-7 87
5 Heptadecane 240 C17H36 000629-78-7 87

Abundance Scan 3869 (25.822 min): BG044126.D (-3857) (-) m/z 57.10 100.00%

57
5000 8

113 25.60 25.80 26.00 26.20
3 (14 169189207 267 297 327
it I ™ B A e e e e e R B m/z 71.10 66.38%
m/z--> 50 100 150 200 250 300 350
Abundance #83026: Hexadecane

%

5000 85 ey
2560 25.80 26.00 26.20

m/z 43.10 58.02%

29 113
226
L L e e 2
m/z--> 50 100 150 200 250 300 350
Abundance
57
A e
85 25.60 25.80 26.00 26.20
5000 m/z 85.10 51.78%
29 141
113 169
—— T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane I AL R L e e
57 25.60 25.80 26.00 26.20
m/z 55.10 24 77%
- | WWmAﬂMprﬁNNJnKWAhJMJWWW“ﬁ”
29 113
‘ ‘ | AL MR 160 197 225 253 295 323 367
i T R B
m/z--> 50 lOO 150 200 250 300 350 25. 60 25 80 26. OO 26. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG012020\
Data File : BG044126.D

Acq On : 21 Jan 2020 10:11

Operator : JU

Sample : L1154-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG123019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 5.03 23.4 ng 533304 1 7.93 455711 20.0
unknown? .47 7.47 122.3 ng 2786040 1 7.93 455711 20.0
1-Heneicosanol 21.23 8.5 ng 523990 5 21.56 1229550 20.0
Hexacosane 23.03 2.7 ng 164089 5 21.56 1229550 20.0
Heneicosane 23.81 2.7 ng 178550 6 24.66 1307400 20.0
Hexadecane 25.82 2.5 ng 163030 6 24.66 1307400 20.0
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