LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032318\
Data File : BF103871.D

Aca On : 23 Mar 2018 11:15

Operator : JU/SJ

Sample : J1993-04

Misc :

ALS Vial : 7 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:\HPCHEM1I\BNA F\METHODS\8270-BF031518.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 2.305 32 37 48 rVB 477752 648508 12.76% 1.744%
2 5.204 526 530 537 rBV 158583 178302 3.51% 0.479%
3 5.593 592 596 600 rBY 2090788 2039062 40.13% 5.484%
4 5.916 648 651 661 rVB 57218 58054 1.14% 0.156%
5 6.593 761 766 773 rBVY 1362099 1311643 25.81% 3.527%
6 6.745 787 792 795 rBV 3653273 3541971 69.70% 9.525%
7 6.975 827 831 834 rBV 996902 902853 17.77% 2.428%
8 7.134 853 858 861 rBY 3690970 3531119 69.49% 9.496%
9 7.540 922 927 930 rBVY 2879787 2880656 56.69% 7.747%
10 8.257 1043 1049 1053 rBvV 1339233 1282958 25.25% 3.450%

11 9.334 1226 1232 1235 rBV 4896933 5025439 98.89% 13.515%
12 9.716 1294 1297 1302 rBV 238683 206365 4._.06% 0.555%
13 9.928 1330 1333 1337 rVB 112496 87292 1.72% 0.235%
14 10.016 1344 1348 1356 rVB 1569839 1400736 27.56% 3.767%
15 10.428 1416 1418 1421 rVB2 154657 111537 2.19% 0.300%

16 10.810 1478 1483 1486 rBV 2901125 3182917 62.64% 8.560%
17 10.904 1496 1499 1508 rVB 139089 175379 3.45% 0.472%

18 11.351 1572 1575 1578 rBV 112375 86936 1.71% 0.234%
19 11.510 1598 1602 1605 rBV 1662323 1423415 28.01% 3.828%
20 11.780 1645 1648 1652 rVB 85293 69453 1.37% 0.187%
21 12.022 1685 1689 1693 rBV 317695 349109 6.87% 0.939%
22 12.186 1714 1717 1720 rBV2 60094 53544 1.05% 0.144%
23 12.575 1780 1783 1785 rBV2 85194 92434 1.82% 0.249%

24 12.804 1819 1822 1829 rBV 106183 125114 2.46% 0.336%
25 13.104 1867 1873 1876 rBV 4384560 5081670 100.00% 13.666%

26 13.986 2019 2023 2027 rBV 401127 386591 7.61% 1.040%
27 14.174 2051 2055 2065 rVB 1614002 1500150 29.52% 4._.034%

28 15.739 2315 2321 2327 rBV 1017446 1366828 26.90% 3.676%
29 16.262 2405 2410 2415 rBV3 48135 85187 1.68% 0.229%

Sum of corrected areas: 37185222
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF032318\

BF103871.D

23 Mar 2018 11:15

JussJ

J1993-04

7 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF031518.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032318\
Data File : BF103871.D

Aca On : 23 Mar 2018 11:15

Operator : JU/SJ

Sample : J1993-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 3

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

2.30 14.37 ng 648508 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 36 (2.299 min): BF103871.D (-32) (-) m/z 73.05 100.00%
3
5000 43
55 87 S —
220 240 260
o.w..”,”?EhL.PJ”,”??ﬁen?k..“.”,”..“.”,”..“.” m/z 43.05 35.90%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
p—
5000 LA VA L
43 220 240 260
55 87 m/z 87.10 25.75%
0 ﬁg 35‘\W\ ‘ 67| 80
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 A AL R
220 240 260
5000 a1 55 m/z 55.05 24 _.69%
29
0 47 67 | 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4436: Pentane, 3-methoxy- e e A
73 220 240 260

m/z 41.05 11.21%

5000
45

29
39 % g7 | 101

0..,...‘a‘,....‘,....,....,....,a...,....,....,....,....,....,....

T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20

T
2.40

T
2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032318\
Data File : BF103871.D

Aca On : 23 Mar 2018 11:15

Operator : JU/SJ

Sample : J1993-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.20 3.95 ng 178302 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Propane. 2-ethoxv-2-methvl- 102 C6H140 000637-92-3 17
4 Butane 58 C4H10 000106-97-8 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 529 (5.199 min): BF103871.D (-526) (-) m/z 43.00 100.00%
a3
59
5000
101 RS S R
| 83 | 4.80 5.00 5.20 5.40 5.60
oSN NSNS | R A M m/z 59.00 57.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RS S I
59 480 5.00 520 5.40 5.60
m/z 101.00 20.61%
15 31 101
0 ‘ 1 N 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540 5.60
5000 M m/z 58.00 16.09%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4485: Propane, 2-ethoxy-2-methyl- T R b
59 4.80 5.00 520 5.40 5.60
m/z 41.00 9.52%
5000
87
0 '”I'%?W'"W"'W"'?g'"P"'Z%"I“"I“"I“"I'“'I'“'I"“I"'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032318\
Data File : BF103871.D

Aca On : 23 Mar 2018 11:15

Operator : JU/SJ

Sample : J1993-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 unknown6.75 Concentration Rank 1

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

6.75 78.46 ng 3541970 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 793 (6.751 min): BF103871.D (-787) (-) m/z 132.00 100.00%
32
5000
68
6 rTTrTTTTTT T T T T T T
40 54 ‘ 75 104 6.40 6.60 6.80 7.00
o....,....;-...“.f‘,....??.ll.l,....,..5.‘?,..!.,....,.1.1?.,....,"...,.. m/z 134.00  34.34%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 o7 DA S SR
a1 o7 6.40 6.60 6.80 7.00
53 - 117 m/z 68.00 28.55%
0 34 “‘ ‘\ . 61\“\‘ L1 89 [, 103110 124
miz--> T 4 0 8 70 8 9 100 110 130 Do 10
Abundance
132
640 6.60 680 7.00
5000 m/z 66.00 17.36%
63 81
mz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine e
132 6.40 6.60 6.80 7.00
o7 m/z 96.00 12.31%
5000 0
31 52
o T M P | 78es | 15 M6
m/z--> 30 40 5'0 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032318\
Data File : BF103871.D

Aca On : 23 Mar 2018 11:15

Operator : JU/SJ

Sample : J1993-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 Sulfurous acid, 2-propyl te... Concentration Rank 7

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

10.90 2.46 ng 175379 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Octadecane 254 C18H38 000593-45-3 90
4 Tetracosane 338 C24H50 000646-31-1 86
5 Tetradecane 198 C14H30 000629-59-4 86
Abundance Scan 1498 (10.898 min): BF103871.D (-1496) (-) m/z 57.05 100.00%

57
5000 85
41
113 167 10.60 10.80 11.00 11.20
OLrrrpreer ..-|,.!'..,'.~...J,..:'.,...1.‘,‘9...,.... el | m/z. 71.05 69 59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #161094: Sulfurous acid, 2-propyl tetradecyl ester
43
71
5000 AR LR LI SUAE

10.60 10.80 11.00 11.20
m/z 43.05 66.38%

ol 2 “\ Al ‘ 13 141 168 197 231 261
“w””,”.””, T NN,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
B o R
- 10.60 10.80 11.00 11.20
5000 m/z 85.10 41.68%
4
113
oL15 141 169 197 225 253 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #105884: Octadecane LIS B IR
57 10.60 10.80 11.00 11.20
m/z 41.00 30.06%
5000 85
4
L ‘ I U3 141 160 107 225 254
T T 4 o Y [T T S P T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032318\
Data File : BF103871.D

Aca On : 23 Mar 2018 11:15

Operator : JU/SJ

Sample : J1993-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.02 4.91 ng 349109 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 1689 (12.022 min): BF103871.D (-1685) (-) m/z 73.00 100.00%
73
43 60
5000 129
85 115 213 e D
|| 8 14g 1OTAIBS o0 07 256 11.80 12.00 12.20 12.40
o S m/z 60.00 78.02%
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 IR RN UL UL

11,80 12.00 12.20 12.40
m/z 43.05  71.74%

213
143 157171 185 199

Oy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73
60 IIIIIIIIIIIIIIIIIIIIIII
3 11.80 12.00 12.20 12.40
5000 4 129 m/z 57.10 62.82%
87 185
115 228
101 143 157 171 199
Ol e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid R e
43 60 73 11.80 12.00 12.20 12.40
m/z 55.00 56.43%
O s e A e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 80 12. OO 12. 20 12. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032318\
Data File : BF103871.D

Aca On : 23 Mar 2018 11:15

Operator : JU/SJ

Sample : J1993-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 Cyclopentadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.99 5.15 ng 386591 Chrysene-di12 14.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 97
2 Cetene 224 C16H32 000629-73-2 96
3 n-Tetracosanol-1 354 C24H500 000506-51-4 95
4 1-Heneicosanol 312 C21H440 015594-90-8 95
5 n-Nonadecanol-1 284 C19H400 001454-84-8 95

Abundance Scan 2024 (13.992 min): BF103871.D (-2019) (-) m/z 83.05 100.00%

5000

o

13.60 13.80 14.00 14.20 14.40
m/z 57.10 94.01%

139 163182

0 215 237 280

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #69584: Cyclopentadecane
55

:

13.60 13.80 14.00 14.20 14.40
m/z 97.10 90.39%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
41
R A R
83 13.60 13.80 14.00 14.20 14.40
5000 m/z 55.00 83.18%
111
oL.15 58 139 168 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1 B B E e
83 13.60 13.80 14.00 14.20 14.40
m/z 69.05 81.41%
5000
29
o 167 195 222 250 280 308 336
- IIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.60 13.80 14.00 14.20 14.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032318\
Data File : BF103871.D

Acq On : 23 Mar 2018 11:15

Operator : JU/SJ

Sample : J1993-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518_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... 2.30 14.4 ng 648508 1 6.97 902853 20.0
2-Pentanone, 4-hy... 5.20 4.0 ng 178302 1 6.97 902853 20.0
unknown6.75 6.75 78.5 ng 3541970 1 6.97 902853 20.0
Sulfurous acid, 2... 10.90 2.5 ng 175379 4 11.51 1423420 20.0
n-Hexadecanoic acid 12.02 4.9 ng 349109 4 11.51 1423420 20.0
Cyclopentadecane 13.99 5.2 ng 386591 5 14.17 1500150 20.0
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