LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\Data\BF032618\

Data File : BF103942.D

Acq On - 26 Mar 2018 22:59 Instrument :

Operator : JU/SJ BNA_F

Sample - J2044-02 ClientSampleld :

Mi : TEST-PIT-LOC#2
isc :

ALS Vial : 15 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\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 height area % max. total
1 2.316 34 39 46 rvB 82311 108238 3.77% 0.458%
2 5.216 528 532 544 rVB 90334 113317 3.95% 0.480%
3 5.598 593 597 601 rBV 2379936 2384379 83.01% 10.099%
4 6.598 762 767 770 rBV 2485923 2368665 82.47% 10.033%
5 6.745 787 792 795 rBV 2793422 2474618 86.16% 10.482%

6 6.975 827 831 834 rBV 950685 727516 25.33% 3.082%
7 7.134 853 858 861 rBV 2195722 1997982 69.56% 8.463%
8 7.534 922 926 930 rBV 1504294 1488435 51.82% 6.305%
9 8.257 1045 1049 1054 rBV 1186356 954352 33.23% 4.042%
10 9.328 1227 1231 1241 rBV 3072423 2872252 100.00% 12.166%
11 9.716 1293 1297 1305 rBV 163632 170489 5.94% 0.722%
12 9.928 1327 1333 1337 rBvV 76902 60166 2.09% 0.255%
13 10.016 1344 1348 1355 rBV 1193886 1046124 36.42% 4.431%
14 10.427 1416 1418 1421 rVB 102263 72559 2.53% 0.307%
15 10.645 1450 1455 1458 rBV 24101 30404 1.06% 0.129%
16 10.810 1478 1483 1492 rBV 1668307 1580977 55.04% 6.697%
17 10.904 1496 1499 1504 rVvVv 77419 77571 2.70% 0.329%
18 11.351 1572 1575 1578 rBV 41414 29590 1.03% 0.125%

19 11.510 1598 1602 1610 rBV 1072733 935381 32.57% 3.962%
20 13.098 1867 1872 1875 rBV 2533427 2360860 82.20% 10.000%

21 13.974 2018 2021 2026 rBV 276188 280058 9.75% 1.186%
22 14.163 2049 2053 2060 rBV 872262 806736 28.09% 3.417%
23 15.709 2311 2316 2328 rVB 457454 668266 23.27% 2.831%

Sum of corrected areas: 23608935
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_ F\Data\BF032618\

Data File : BF103942.D

Acq On : 26 Mar 2018 22:59

Operator : JU/SJ

ﬁ?ggle i J2044-02 TEST-PIT-LOC#2
ALS Vial : 15 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

Abundance TIC: BF103942.D

3000000
6.75

2500000 5.60 6.60
7.13

2000000
1500000 7.53

1000000 6.97

500000

2.32 5.22
OL.{\.|....|....|....|....,....,....,.t...|....|....|....|...
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF103942.D

3000000 9133

13.10
2500000

2000000
10.81

1500000

8.26 10.02
11.51

1000000

500000

9.72
9.9 104310.65 @90 11.35

oA e e

Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF103942.D
3000000

2500000

2000000

1500000

1000000 14.16

15.71

500000 13.97

D e e e e

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00

8270-BF031518_.M Thu Apr 05 03:04:42 2018 Page: 2



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\Data\BF032618\

Data File : BF103942.D

Acq On : 26 Mar 2018 22:59

Operator : JU/SJ

ﬁ?ggle i J2044-02 TEST-PIT-LOC#2
ALS Vial : 15 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

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 5

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

2.32 2.98 ng 108238 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 25
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 12

Abundance Scan 40 (2.322 min): BF103942.D (-34) (-) m/z 73.00 100.00%
73
5000
43 55 87
220 240  2.60 '
Obrrr et e it e e e || M7z 43.05 32.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 L I AL
43 220 240 2.60
55 87 m/z 55.00 27.58%
29
0'“I”'W'“'P'“I”'W'”'P'“I”'?q'”l“'W'”'P'”I'”'P'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 T e e e BB
220 240  2.60
5000 41 55 m/z 87.10 27 .41%
29
0 65 80 97 112 129
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8392: 3-Pentanal, 2,4-dimethyl- L LA B L I A
73 220 240  2.60
m/z 71.00 11.16%
5000 55
43
27
o B M“\ 163 || 83 98 115
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 220 240 260
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\Data\BF032618\

Data File : BF103942.D

Acq On : 26 Mar 2018 22:59

Operator : JU/SJ

ﬁ?ggle i J2044-02 TEST-PIT-LOC#2
ALS Vial : 15 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

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 4

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

5.22 3.12 ng 113317 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 17
5 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 17

Abundance Scan 533 (5.222 min): BF103942.D (-528) (-) m/z 43.00 100.00%
a3
59
5000
101
| 83 480 5.00 5.20 5.40 5.60
Obrrrprrrrprre el e e m/z 59.10 59.86%
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 [rerryrrrTyrrTTyTTT T T T
59 4.80 5.00 520 540 5.60
m/z 101.00 23.94%
15 31 101
0 ‘ Tl . 51 \‘ 83 ‘
LR RS AR RS SRS RERLA RS NN RARLS RS SARSS LS LSS SARS SARRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
480 500 520 540 560
5000 m/z 58.10 17 .19%
101
15 58
0 28 69 84
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 T BRaar B
59 480 5.00 5.20 5.40 5.60
m/z 41.10 9.26%
5000 41
68
0 150 . 126 147
m/z--> 10 20 30 Jo 55 eb 70 80 90 100 110 120 150 140 480 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\Data\BF032618\

Data File : BF103942.D

Acq On : 26 Mar 2018 22:59

Operator : JU/SJ

ﬁ?ggle i J2044-02 TEST-PIT-LOC#2
ALS Vial : 15 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

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 68.03 ng 2474620 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10
4 4-Chloro-6-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 793 (6.751 min): BF103942.D (-787) (-) m/z 132.00 100.00%
5000
68
‘ % 640 660 680 7.00
40 54 75 104 . . .
o..,....,....,...:;-..‘.‘7.,....??.I.'....,..?‘.7,..!.,.-:..,....,....,"...,.. m/z 134.00  33.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 BRI SRR
a1 o7 6.40 6.60 6.80 7.00
53 117 m/z 68.10 30.49%
0 ,,lewllsﬁl\ll\”,i‘,\,,,I,‘,\,,\I,,‘,‘,\I‘m??”\”l,lpﬁll,,\,|1,2,f1,| 1N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 680 7.00
5000 m/z 66.00 19.39%
104

66 77

14 27 37 4451 5 89 97 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14503: 1H-Benzimidazole, 2-methyl- R e R

132 6.40 6.60 6.80 7.00
m/z 96.00 12 .88%

5000

63 o0 104
15 28 39 % 7 7 " |, 116 \

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 680 7.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF032618\
Data File : BF103942.D

Acq On : 26 Mar 2018 22:59

Operator : JU/SJ

Sample - J2044-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method :
Quant Title :

TIC Library :

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 5-Eicosene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.97 6.94 ng 280058 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 97
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 1-Heneicosanol 312 C21H440 015594-90-8 95
4 n-Tetracosanol-1 354 C24H500 000506-51-4 95
5 n-Nonadecanol-1 284 C19H400 001454-84-8 95
Abundance Scan 2020 (13.968 min): BF103942.D (-2018) (-) m/z 83.05 100.00%
5000 N_~A~vawﬁv~Awa~nﬁﬂvM’wm
LN BRI U
196 153 208 13.60 13.80 14.00 14.20
ol 12 aren m/z 57.05  08.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #127769: 5-Eicosene, (E)-
55
83
5000 RN AU BRI UL
13.60 13.80 14.00 14.20
29 m/z 55.00 97.61%
0 LA 126 153 182 200224 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 83
13.60 13.80 14.00 14.20
5000 i m/z 43.00 88.54%
29
) %9 167182 210 233 264280 308
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol T
13.60 13.80 14.00 14.20
m/z 69.00 86.21%
5000 ’l’A
0 139 167182 210 238 266 294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13,60 13.80 14.00 14.20
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\HPCHEMI1I\BNA_F\Data\BF032618\
BF103942.D

26

Mar 2018 22:59

Ju/sJ
J2044-02

15

Sample Multiplier: 1

[TEST-PIT-LOC#2

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

RT EstConc

Units Response

|--Internal Standard---|
| # RT Resp Conc]

Butane, 2-methoxy. .. 2.32 3
2-Pentanone, 4-hy... 5.22 3
unknown6.75 6.75 68
5-Eicosene, (E)- 13.97 6

ng 108238
ng 113317
ng 2474620
ng 280058
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1 6.97 727516 20.0
1 6.97 727516 20.0
1 6.97 727516 20.0
5 14.16 806736 20.0
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