LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091215\
Data File : BG018651.D

Acq On : 11 Sep 2015 22:37

Operator : UM/1Z

Sample - G3558-06

Misc :

ALS Vial : 18 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_G\METHODS\8270-BG091115.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

2.964 16 21 39 rvv 3695032 4983122 100.00% 18.620%
3.105 39 45 52 rvv2 41009 77542 1.56% 0.290%
rVvB 1243334 1658951 33.29% 6.199%
5.102 380 385 393 rBV 389060 575196 11.54% 2.149%
5.578 460 466 475 rBvV 568552 873706 17.53% 3.265%
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7.165 729 736 745 rBV 581943 945386 18.97% 3.532%
7.535 792 799 808 rvVB 569356 946607 19.00% 3.537%
rBv 238377 392411 7.87% 1.466%
8.328 926 934 941 rBV 504703 837852 16.81% 3.131%
9.162 1067 1076 1083 rBV 367110 649442 13.03% 2.427%
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11 10.807 1348 1356 1366 rBV 322170 561902 11.28% 2.100%
12 13.252 1765 1772 1779 rBV 1139161 1738166 34.88% 6.495%
13 13.522 1811 1818 1826 rBV3 31765 55352 1.11% 0.207%
14 14.074 1906 1912 1918 rBV 44686 65767 1.32% 0.246%
15 14.632 1999 2007 2015 rBV2 541403 882641 17.71% 3.298%

16 16.113 2253 2259 2273 rBV 877522 1287431 25.84% 4.811%
17 17.370 2467 2473 2480 rBvV2 911295 1357112 27.23% 5.071%
18 17.746 2531 2537 2548 rBV3 52015 116840 2.34% 0.437%
19 18.258 2619 2624 2629 rBV3 44104 80266 1.61% 0.300%
20 19.110 2764 2769 2779 rBV 429063 666197 13.37% 2.489%

21 19.674 2861 2865 2869 rVB2 46651 59214 1.19% 0.221%
22 19.979 2911 2917 2923 rBV 2967374 4044229 81.16% 15.112%
23 20.614 3019 3025 3030 rBV2 80371 108185 2.17% 0.404%

24 20.714 3038 3042 3049 rBV5 556312 95011 1.91% 0.355%
25 21.283 3134 3139 3152 rBV9 39016 98730 1.98% 0.369%
26 21.518 3175 3179 3184 rBV 42600 63173 1.27% 0.236%
27 21.630 3191 3198 3209 rBV 1059235 1751351 35.15% 6.544%
28 23.299 3477 3482 3488 rBV3 33772 64099 1.29% 0.240%

29 24.820 3730 3741 3754 rVB3 607300 1726640 34.65% 6.452%

Sum of corrected areas: 26762521
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091215\
Data File : BG018651.D

Acq On : 11 Sep 2015 22:37

Operator : UM/I1Z

Sample - G3558-06

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG091115_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG018651.D
35000004 %6

3000000
2500000
2000000

1500000
3.18

1000000

5.58 7.16 7.53 833
500000 5.10 i 9.16 10.81

8.00
i |

Time--> 3.00 3.50 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 1150 1200 1250
Abundance TIC: BG018651.D

3500000

3000000 19.98

2500000
2000000

1500000
13.25 21.63
1000000 16.11 17.37

14.63
500000 19.11

13.52 14.07 17.75 18.26 k 19.67 2%m 2128

O AL I o o LB D B R B LA B

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG018651.D

3500000

3000000

2500000

2000000

1500000

1000000

24.82
500000

23.30

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091215\
Data File : BG018651.D

Acq On : 11 Sep 2015 22:37

Operator : UM/I1Z

Sample - G3558-06

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG091115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown2.96 Concentration Rank 1

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

2.96 253.98 ng 4983120 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 40
2 N-Ethylformamide 73 C3H7NO 000627-45-2 9
3 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 9
4 1-Propanol, 2-methyl- 74 C4H100 000078-83-1 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance Scan 20 (2.958 min): BG018651.D (-16) (-) m/z 73.10 100.00%
7B
43
5000
2.90 3.00 3.10 3.20 3.30 3.40
0 o 0L 87 242 28 8 m/z 43.00 52.83%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #4670: Propane, 2,2-dimethoxy-
73
soo0{ 42
2.90 3.00 3.10 3.20 3.30 3.40
m/z 89.00 38.96%
0 LA W L WL L WL BN WL B
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance
30 73
2.90 3.00 3.10 3.20 3.30 3.40
5000 m/z 40.95 11.07%
L S L L UL UL UL UL WL B
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #724: Acetamide, N-methyl-
43 73 2.90 3.00 3.10 3.20 3.30 3.40
m/z 45.00 8.68%
5000
15
0::::‘::‘::::::|||||||||||||||||||||||||||
mz-> 0 50 100 150 200 250 300 350 400 450 2.90 3.00 3.10 3.20 3.30 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091215\
Data File : BG018651.D

Acq On : 11 Sep 2015 22:37

Operator : UM/I1Z

Sample - G3558-06

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG091115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Butane, 2-methoxy-2-methyl- Concentration Rank 2

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

3.18 84 .55 ng 1658950 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 86
2 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
4 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 58 (3.181 min): BG018651.D (-53) (-) m/z 73.00 100.00%
73
5000
43 55 87 LN L —
3.00 320 340 3.60
o..,....,..??l,':.'.“.8,..|..‘5,0..‘?7.,'.:..,....,....,....11,9... m/z 43.00 31.35%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 T T T
43 3.00 320 340 3.60
55 87 m/z 86.95 26.41%
0 ‘%9 35 ‘M‘\ 67 || 80
HL SRR UL FUELRLL FULELELS SRR SURLEL SRS S UL DU
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance
73
300 320 340 3.60
5000 m/z 55.00 24 _.09%
45
29
o 39 55 67 101
mz-> 20 30 40 50 60 70 80 90 100 110
Abundance #2022: 1,3-Dioxolane, 2-methyl- N B e i e L
73 3.00 320 340 3.60
m/z 71.10 12.36%
5000 43
58
29 8(
0"P'Hﬂﬁ"'IH"I”"I”"I'“'I'”'I'”'I"”I"” N B e e
m/z--> 20 30 40 50 60 70 80 90 100 110 3.00 320 340 3.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091215\
Data File : BG018651.D

Acq On : 11 Sep 2015 22:37

Operator : UM/I1Z

Sample - G3558-06

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG091115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.10 29.32 ng 575196 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 1,3-Dioxolane-2-methanol, 2,4-di... 132 C6H1203 053951-43-2 28
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Formamide, N,N-diethyl- 101 C5H11NO 000617-84-5 9

Abundance Scan 385 (5.102 min): BG018651.D (-380) (-) m/z 43.00 100.00%
a3
59
5000
101 SUMMMENID & S —
480 5.00 5.20 5.40
0 % 14 287 m/z 59.00 61.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 IR AR RS S R
480 5.00 5.20 5.40
59 m/z 101.00 23.61%
27 H g3 101
0””IN“W'“P”W"”J””I””P”'P”W”'W””I””P”'P”W””
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
480 500 520 540
5000 m/z 58.00 18.48%
101
- 58
ol 14 72 87 | 117132
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester PP T T T ..,..74\
59 4.80 5.00 5.20 5.40

m/z 41.00 8.25%

5000 41

o 73 126 142 N
e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091215\
Data File : BG018651.D

Acq On : 11 Sep 2015 22:37

Operator : UM/I1Z

Sample - G3558-06

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG091115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown7.53 Concentration Rank 3

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

7.53 48.25 ng 946607 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 27
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 798 (7.529 min): BG018651.D (-792) (-) m/z 132.00 100.00%
132
5000 68
40 54 - QF o6 J n 207 720 7.0 7.60 7.80
o a8 A% a7 Tm/z 68.00  41.87%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 UL RARAS RASR AR RARRE
7.20 7.40 7.60 7.80
2 51 m/z 134.00 32.08%
0"kﬁﬁlw'l'““jg"'l“"w""l'”'l""w"'l"”
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
132
7.20 7.40 760 7.80
5000 67 m/z 66.00 25.57%
41 97
53
79 117
107
e L B S U W LS B W B
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #48639: Tranylcypromine-propionyl e e
57 132 7.20 7.40 7.60 7.80
24 m/z 69.00 15.13%
5000 g MO
o | A | ‘L Ll 158 189
UL FLELELEL FUELELES SLRLELELAS WAL LA DAL SRR SARLELLN UARL AR LS SR LR
m/z--> 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091215\
Data File : BG018651.D

Acq On : 11 Sep 2015 22:37

Operator : UM/I1Z

Sample - G3558-06

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG091115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Cyclotetradecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.11 9.82 ng 666197 Phenanthrene-d10 17.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclotetradecane 196 C14H28 000295-17-0 95
2 3-Chloropropionic acid, heptadec... 346 C20H39CI102 1000283-05-1 94
3 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 91
4 Bromoacetic acid, pentadecyl ester 348 C17H33Br02 131143-01-6 91
5 1-Nonadecene 266 C19H38 018435-45-5 91
Abundance Scan 2769 (19.110 min): BG018651.D (-2764) (-) m/z 55.00 100.00%
55
5000 fk
R R R
140 18.80 19.00 19.20 19.40
ol 168 196 224 253 387 420 m/z 83.00 93.57%
m/z--> 50 100 150 200 250 300 350 400
Abundance #53621: Cyclotetradecane
55
83
5000 RSN IR AR
29 18.80 19.00 19.20 19.40
111 m/z 69.00 89.13%
| ‘ d\“ | 139 168 196
o b e ———
m/z--> 50 100 150 200 250 300 350 400
Abundance
57 83
18.80 19.00 19,20 19.40
5000 111 m/z 57.00 82.33%
29
0 139 167 210 238 263
m/z--> 50 100 150 200 250 300 350 400
Abundance #154046: Bromoacetic acid, octadecyl ester
43 18.80 19.00 19.20 19.40
69 m/z 43.00 73.81%
97
5000
21
ol L } f 1521 22020 oo
m/z--> 50 100 150 200 250 300 350 400 18.80 19.00 19.20 19.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091215\
Data File : BG018651.D

Acq On : 11 Sep 2015 22:37

Operator : UM/1Z

Sample - G3558-06

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG091115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown2 .96 2.96 254_.0 ng 4983120 1 8.00 392411 20.0
Butane, 2-methoxy... 3.18 84.5 ng 1658950 1 8.00 392411 20.0
2-Pentanone, 4-hy... 5.10 29.3 ng 575196 1 8.00 392411 20.0
unknown7 .53 7.53 48.3 ng 946607 1 8.00 392411 20.0
Cyclotetradecane 19.11 9.8 ng 666197 4 17.37 1357110 20.0
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