LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090319\
Data File : BM022495.D

Aca On : 03 Sep 2019 10:18

Operator : HP/JU

Sample : PB122730BL

Misc :

ALS Vial : 3 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-BM082919 .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 5.128 359 364 375 rBV 318373 469862 34.45% 7.583%
2 6.705 626 632 651 rBV 279425 483103 35.42% 7.796%
3 7.040 683 689 702 rBV 357146 558947 40.98% 9.020%
4 7.504 763 768 775 rBB 75673 111590 8.18% 1.801%
5 7.810 815 820 831 rBB 282925 450410 33.02% 7.269%

8.681 962 968 986 rBV 144596 297297 21.79%% 4._.798%
10.287 1235 1241 1259 rBV 53621 118473 8.69% 1.912%
12.769 1657 1663 1682 rBVY 418767 719552 52.75% 11.612%
14.175 1897 1902 1915 rBB 91140 154511 11.33% 2.494%
15.686 2153 2159 2178 rBB 367472 649499 47.61% 10.482%

=
QO ~NO®

11 16.945 2368 2373 2388 rBV2 86787 174924 12.82% 2.823%
12 19.580 2816 2821 2833 rBV 1059373 1364082 100.00% 22.014%
13 21.162 3086 3090 3099 rBvV 132412 211198 15.48% 3.408%

14 21.704 3179 3182 3186 rBVY 19517 24061 1.76% 0.388%

15 22.151 3254 3258 3261 rVB 37625 46353 3.40% 0.748%

16 22.627 3336 3339 3345 rVB 48924 62950 4.61% 1.016%

17 23.162 3426 3430 3437 rVB 49326 77073 5.65% 1.244%

18 23.350 3457 3462 3471 rBVY 76993 163048 11.95% 2.631%

19 23.768 3529 3533 3539 rVB2 38922 59610 4_.37% 0.962%
Sum of corrected areas: 6196543
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090319\
Data File : BM022495.D

Aca On : 03 Sep 2019 10:18

Operator : HP/JU

Sample : PB122730BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919_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: BM022495.D
1000000

800000
600000
400000 7.04

6.70 7.81

200000 8.68
7.50 10.29

L L

T T
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BM022495.D

1000000

1958

800000

600000

12.77
400000 15.69

200000
14.17 16.95

L L AAmmLarSE S s s

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: BM022495.D

1000000

800000
600000
400000

200000 21.16

.35
2215 22.63 23.% 23.77
21.70 A

T

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090319\
Data File : BM022495.D

Aca On : 03 Sep 2019 10:18

Operator : HP/JU

Sample : PB122730BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919_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 unknown7.04 Concentration Rank 1

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

7.04 100.18 ng 558947 1,4-Dichlorobenzene-d4 7.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 14
2 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 12
3 Pvrazolo(2.3-a)pvridine. 7-methvl- 132 C8H8N2 034760-58-2 12
4 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 10
5 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 10

Abundance Scan 689 (7.040 min): BM022495.D (-683) (-) m/z 132.00 100.00%
132
5000 66
40 B L R N B
| 47 |5|4 | | 7|5 9|6 1C|J3 6.80 7.00 7.20 7.40
Y R Pt 1 WY 111 P S RO PPN 1| NN m/z 66.00 45.62%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14150: 3H-1,2-Dithiol-3-one, 5-methyl-
132
5000 67 LR I R IR I
6.80 7.00 7.20 7.40
m/z 68.00 44 _86%
44 59 76 103
Otrprrrr e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
AR AR R
6.80 7.00 7.20 7.40
5000 m/z 134.00 34 .94%
69
‘ ‘ 89 103
0'|“'w'“jmh“v“kw'“'w'“l“'h'”“wm“lyﬁl“'w T
m/z--> 20 30 50 70 80 90 100 110 120 130 140
Abundance #14512: Pyrazolo(2,3 a)pyridine, 7-methyl- N I S B B
132 6.80 7.00 7.20 7.40
m/z 69.10 24 .95%
5000
104
51 63 92 ‘
. ...37....:‘.....“‘n...i‘i“ . \\\ S N S S Y N | N
m/z--> 20 30 50 60 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090319\
Data File : BM022495.D

Aca On : 03 Sep 2019 10:18

Operator : HP/JU

Sample : PB122730BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919_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 Sulfurous acid, 2-propyl tr... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.70 2.28 ng 24061 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 86
2 10-MethvIlnonadecane 282 C20H42 056862-62-5 80
3 Sulfurous acid. 2-propvl tridecv... 306 C16H3403S 1000309-12-4 80
4 Tetratetracontane 619 C44H90 007098-22-8 80
5 Nonadecane 268 C19H40 000629-92-5 72
Abundance Scan 3181 (21.698 min): BM022495.D (-3179) (-) m/z 57.10 100.00%
57
5000 85
178 283 21.40 21.60 21.80 22.00
209 355
0} ||||....|| A ST 2 m/z 43.05 87.59%
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57
5000 85

21.40 21.60 21.80 22.00
m/z 71.10 73.68%

29 113 14
oL i j N 169 197 225 253 281 309 337 380
el e T e
m/z--> 50 100 150 200 250 300 350
Abundance #129494: 10-Methylnonadecane
57 A
A M R n s
85 21.40 21.60 21.80 22.00
5000 m/z 85.10 50.62%
29 ’ . 154
ol J.Lr.l.‘“\“ ' ,h....,. ——
m/z--> 50 100 150 200 250 300 350 /\
Abundance #149373: Sulfurous acid, 2-propy! tridecy! ester R e e e
43 21.40 21.60 21.80 22.00
m/z 55.00 42.15%
5000 &
m/z--> 50 100 150 200 250 300 350 21.40 21.60 21.80 22.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090319\
Data File : BM022495.D

Aca On : 03 Sep 2019 10:18

Operator : HP/JU

Sample : PB122730BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919_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 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.15 4.39 ng 46353 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 80
2 Hexatriacontane 507 C36H74 000630-06-8 80
3 Tetracosane 338 C24H50 000646-31-1 80
4 Hentriacontane 437 C31H64 000630-04-6 80
5 Tetratetracontane 619 C44H90 007098-22-8 80
Abundance Scan 3258 (22.151 min): BM022495.D (-3254) (-) m/z 57.05 100.00%
57
5000
21.80 22.00 22.20 22.40
o4 m/z 43.05 74 .69%
miz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141425: Heneicosane
57
5000 85
21.80 22.00 22.20 22.40
29 m/z 71.05 72 .51%
oL 13141169197 205053 206
m/z--> 6 55 160 1%0 260 250 360 3%0 460 4éo 560
Abundance #235973: Hexatriacontane [\
21180 22,00 7270 2240
5000 o5 m/z 85.10 49.24%
N 113141169197 225253 281309337 379 421449477 506
miz—-> 0 50 100 150 200 250 300 350 400 450 500 A
Abundance #175557: Tetracosane R i
21.80 22.00 22.20 22.40
m/z 41.00 33.04%
5000 85

| 113 141160197 225253 281 300 338
mz-> 0 50 100 150 200 250 300 350 400 450 500 21.80 22.00 22.20 22.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090319\
Data File : BM022495.D

Aca On : 03 Sep 2019 10:18

Operator : HP/JU

Sample : PB122730BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919_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 Heptacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.63 7.72 ng 62950 Perylene-di12 23.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Hentriacontane 437 C31H64 000630-04-6 87
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 86
4 Hexacosane 366 C26H54 000630-01-3 86
5 Tetratetracontane 619 C44H90 007098-22-8 83
Abundance Scan 3340 (22.633 min): BM022495.D (-3336) (-) m/z 57.10 100.00%
sl
5000 85
“113 141 193 222 p49 281 356 22.40 22.60 22.80 23.00
ol b b ey m/z 43.00 76.67%
m/z--> 50 100 150 200 250 300 350 400
Abundance #202661: Heptacosane
57
5000
22.40 22.60 22.80 23.00
m/z 71.05 67.88%
29 113 141
o | It ‘169 197 225 253 281 309 337 380
m/z--> 55 160 150 260 250 300 350 400 '
Abundance #223852: Hentriacontane
57
22.40 22.60 22.80 23.00
5000 85 m/z 85.05 50.00%
113
o J || | 77,142 169 197 225 253 281 309 337 365 437
m/z--> 50 160 150 260 250 300 350 400 '
Abundance #194499: Eicosane, 7-hexyl- B B R
57 22.40 22.60 22.80 23.00
m/z 41.00 33.21%
5000 85
0 ‘ [1}31141 182 211 252 281 308 337
m/z--> 50 160 1%0 260 250 300 350 400 ' 22.40 22.60 22.80 23.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090319\
Data File : BM022495.D

Aca On : 03 Sep 2019 10:18

Operator : HP/JU

Sample : PB122730BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919_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 Nonadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.16 9.45 ng 77073 Perylene-di12 23.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Eicosane 282 C20H42 000112-95-8 91
3 Heptacosane 380 C27H56 000593-49-7 83
4 Tetratetracontane 619 C44H90 007098-22-8 83
5 Tetracosane, l1ll-decyl- 479 C34H70 055429-84-0 83
Abundance Scan 3430 (23.162 min): BM022495.D (-3426) (-) m/z 57.05 100.00%
57
5000 85
113 22.80 23.00 23.20 23.40
141 165 208 268 357
ob— “'-'m....'--,'...?‘}9.'..-.,..327.,-.... m/z 43.05 81.33%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57
5000 85
22.80 23.00 23.20 23.40
29 m/z 71.05 66.33%
113
ol L L 71 260 107 225 268
m/z--> 55 100 1éo 260 2éo 300 3éo
Abundance #129491: Eicosane
57
22.80 23.00 23.20 23.40
5000 85 m/z 85.10 50.61%
29
o J L‘j || 8 141 169 197 225 p53 282
m/z--> 55 160 1éo 260 250 300 3éo
Abundance #202661: Heptacosane R e R maa e o
57 22.80 23.00 23.20 23.40
m/z 41.00 27 .20%
5000 85
29 113
ol ) 1 | 141 169 197 225 253 281 309 337 380
m/z--> 5'0 100 1&'30 2(')0 250 3(')0 3éo 22.80 23.00 23.20 23.40
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRVA\HPCHEMI\BNA M\DATA\BMO090319\
BM022495.D

03 Sep 2019 10:18

HP/JuU

PB122730BL

3 Sample Multiplier: 1

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

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

BM082919 .M

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

R.T. EstConc

7 10-Methylnonadecane

Concentration Rank 5

Area Relative to ISTD R.T.
23.77  7.31ng 50610  Perylene-di2 23.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 10-Methvinonadecane 282 C20H42 056862-62-5 87

2 Sulfurous acid. 2-propvl tridecv... 306 C16H3403S
3 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S

1000309-12-4 83
1000309-12-5 80

4 Tetratetracontane 619 C44H90 007098-22-8 74
5 Tritetracontane 605 C43H88 007098-21-7 74
Abundance Scan 3533 (23.768 min): BM022495.D (-3529) (-) m/z 57.05 100.00%
57
43

71
85

23.40 23.60 23.80 24.00

m/z 43.00 66 .99%

23.40 23.60 23.80 24.00

m/z 71.05 59.46%

AaN [

23.40 23.60 23.80 24.00

m/z 85.05 49_.21%

A
LI L

23.40 23.60 23.80 24.00

m/z 55.00 32.41%

5000
9113 165 209
o 127 149 191 251 267 283
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129494: 10-Methylnonadecane
57
43
5000
29
Okt
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #149373: Sulfurous acid, 2-propyl tridecyl ester
43
57
71
5000 P
o2 “\ L iy Pweena 1wy
ey ”...”, AR e B e e S RRREs B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #161094: Sulfurous acid, 2-propyl tetradecy! ester
43
57
71
5000 85
29
0 1| \“ m\“ \‘ ?‘ 3127141 168 197 231 261
P.”,... R R B R L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

23.40 23.60 23.80 24.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM090319\
Data File : BM022495.D

Acq On : 03 Sep 2019 10:18

Operator : HP/JU

Sample : PB122730BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM082919_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]
unknown7 .04 7.04 100.2 ng 558947 1 7.50 111590 20.0
Sulfurous acid, 2... 21.70 2.3 ng 24061 5 21.16 211198 20.0
Heneicosane 22 .15 4.4 ng 46353 5 21.16 211198 20.0
Heptacosane 22 .63 7.7 ng 62950 6 23.35 163048 20.0
Nonadecane 23.16 9.4 ng 77073 6 23.35 163048 20.0
10-Methylnonadecane 23.77 7.3 ng 59610 6 23.35 163048 20.0
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